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What Is DiscoveryGate?

2 An internet service that increases the productivity
of the drug discovery process.

2 Allows one-query access to over 27 million
compounds found in synthesis, bioactivity, physical
property, and sourcing databases.

2 Provides links to authoritative major reference
works in synthetic chemistry.

2 Provides links to over 15,000 journals and patent
archives.



DiscoveryGate home page

DiscoveryGate

Find the information you need

Quick Start Guide

(@ Online Guide
Quickly view steps to
complete common tasks.
Query, browse and filter
data with ease...

@ Flash Videos

Macromedia Flash
video clips showing you
how to complete
various tasks...

o Molecule Search
0 Reaction Search
o Data Search

™ Quick Start Guide
Useful information to get you started

DiscoveryGate

Search all databases for which you have a license.

Ifyou =2 a gray box below, dick hers

1.Cauble-clich ta driw structure

2.Select a Search Type: |Autumatic l\gl

Search Databases
Synthesis, bicactivity, physical properties, metabolism,
toxicity or sourcing.

Integrated Major Reference Works
Review synthetic methods and learn about their scope and
limitations.

xPharm
Browse pharmacology articles.

Remove descriptive text

Elsevier MDL | Terms: rev.04-Apr-2005

System Requirements

Links to main
DiscoveryGate
search engines

Layout: Standard view MDL-EdServices




z | DiscoveryGate Quick Start Guide - Microsoft Internet Explorer

DiscoveryGate

DiscoveryGate Quick Start Guide

Find the information you need Home | Back
S hi . .
Quick Start Guide e.arc e | This Quick Start Guide provides:
QuickSearch
Applications
. # Basic information about the system
How Do I? w 4 Personalize + Diagrams to show you how to complete simple tasks
Change Your Password # Information on how to execute searches using the QuickSearch or underlying
Modify the Lavout applications.
. - Manage Gatelets
@ 0 n I ne G L"d e Install/Update Software If you want specific "How Do I" information to help you with a variety of scientific
Quickly view steps to workflows or information to spark your imagination, click How Do 1?2 on the top left of
Y P Install/Update Software the DiscoveryGate home page.

complete common tasks.
Query, browse and filter
data with sase...

DiscoveryGate "How Do | Guide” - Microsoft Internet Explorer

@ Flash Videos Home Back

Macromedia Flash
video clips showing you

how to complete # Basic information about the system.

Locate This "How Do I guide™ provides:

X # Diagrams and instructions to show you how to complete simple tasks.
various tasks...

Molecule Search
Reaction Search
Data Search

Compare

(S I I ]

DiscoveryGate' | WHAT's NEW IN DISCOVERYGATE!

[ PPN OO © Gayle's Settings | Company Settings

Find the information you need

Quick Start Guide

Home | Support | Logout Gayle

MDL.com How Do 17 % 4| [QuickSearch L

Applications O

View step-by-step Search Databases

> Pproceciures showing you Synthesis, bioactivity, physical properties, metabolism, toxicity or
how to use DiscoveryGate Q@ sourcing.
1o loeate compounds
and their properties, and
to discover and compare
results that you need

Click here.

Inteqrated Major Reference Works
Review synthetic methods and learn about their scope and limitations

#Pharm
Browse pharmacology articles.

Administrator Quick Links = 4

What Is New? w Remove descriptive text

Compound Index updated on DiscoveryGate

In this example, you will search the Synthetic Methodology
Information database for reactions of interest

What's New in DiscoveryGate?

DiscoveryGate supports Macintosh 0% %

This lesson takes approximately 6 minutes to complste. VWhen
you are prompted to click something on the screen, the lesson will
wait until you do s0. When you see the continue syrmbiol (=), click
itto go on to the next step

Linking from Scopus to DiscoveryGate now available.

LinkFinderPlus Replaces LitLink for Citation Retrieval

Synthetic Methadology Solutions fram MDL

Looking for training? Review MDL's Web-based training
courses

START B>

MDL offers DiscoveryGate research platform to scademia @ Copyright 2005 Bsevier MOL. Al rights reserved.

System Requirements | Layaut: Standard MDL-EdServices

2 @ Internet




Today’s objectives

U

o O 0O O O

Conduct structure and data searches using the
MDL Compound Index and individual databases

View the search results using the Grid, Database,
and Properties views

Save search results and combine lists

Link to literature

Create reports

Modify query forms and save as default forms
Introduce synthetic methods




Structure searching

In this section, you will learn how to:

0 Conduct an exact match and substructure
search using the MDL Compound Index

0 View search results using the Grid, Database,
and Properties views

0 Conduct a combination structure/data search



Search scenario

Olemesartan is an antihypertensive agent, acting as an
angiotensin Il receptor agonist. You want to retrieve available
information for the compound, as well as determine other known
2-alkyl-, 4-carboxy-, 5-alkylhydroxy-imidazole derivatives.




Draw the structure query

E& MDL Draw for the Web REE
L (€13 Home[A-Z [Print i08
Adding and sprouting atoms,
/| atom lists, or templates

*| using the keyhoard

When eitherthe Lasso tool

; r@f,the Selecttonl % AL
“| the All-Purpose Drawing tool

: I“'[" is active, you can use

‘| keyhoard sprouting to add or
§§ sprout an atam ar template

§§ structure. Sprauting an atam
| oratemplate adds an extra

| single bond, whereas adding
| an atom or a template does

| not.

| 1. Click the atorm where you

: weantto add or sprout the
atom or template structure,
ar click the drawing area to
add a new one.

. Do one of the following:

* Toadd an atom ar
template, click one or
mare atams and tpe the
hiame of the atom ar

NUS

B




Conduct an exact match search

Compound Index looks at an index of molecules for all databases

queries results reports

start search import clear form  help logout

MDLE Compound Inde:x

Database: MolStructure Select Search Type:

|MI]L® Compound Index | b I ? Substructure ‘ -
Find in Field Index: | | [Mext]

5 § H Suhstructure Reset
Field Index | History §§ '| ?I Eg Include Tautormers Celete
£ 0

= Duplicate
Molecular Formula 3 Q Include lsomers Fmp—
Molecular Weight : O Include Salts —
: Similarity
cdbregno :
molstructure Autornatic
| Adverse Effects L
=1 Pharmacological Delete
T Physical Chemical |[aND =] Molecular Weight = B | Duplicate
T3 Preparation Info
1 Safety
z - : start search |
] :
- Structure hased | show brackets | | sawve form |
1 Toxicity S
1 ADME




Search types

_ DiscoveryGate conducts a series of searches until it retrieves at

Exact least one compound that matches your query. Each subsequent
Sl dautadif search is more general than the preceding search. The order is
Similarry listed below.

Include [somers
Include Tautomers
Include Salts

O Exact Match: Search for substances that match your structural
guery exactly.

O Include Isomers: Search for all stereoisomers (all R and S
configurations, all E and Z configurations, and so on).

O Include Tautomers: Search for all tautomers, and also for
structures with different charges and different isotopes.

O Include Salts: Search for substances that include different salts.

O Substructure: Search for substances that contain your query
wholly embedded within them.

O  Similarity: Search for substances that are structurally similar to

your query.



View the retrieved compound

copy to report

Database:

export page setup

results

print save refine query help  logout MDLE Compound Index Version

Crcview Database Wiew  Properies Wiew

IMDL@ Compound Index

[~]?

Create List

View selected records in another database

Find in History: |

L ET T T

Today's Searches
Search #1
Previous Searches
Saved Searches
Temporary Lists

|| Mext |

Select All

|Pages: 1 Clear All

Total Records: 1

Dietails

™ Record#

Select All Clear All

|Pages: 1 Total Records: 1

Cod e Database View  Properties View

Create List

Wiew selected records in another database




View the detailed information

Feturn to Search Fesults Yiew selected records in another database Fecord# 1 Total Records: 1
Also found in: ACD  CMC DWPl  Index Chemicus MDDRE  Metabolite Patent Chemistry

Torsional degree of freedom &
7 ;\/\ clogF (Syracuse Res. Center) 3.63
W Maolecular Formula C24 H2E ME O3
LN Mol WeightiLargest Fragment 446,508
Froton Acceptors (O+M) 4
molecular Weight 146,508
Use as Query Total Polar Surface Ared 129.31
[T Select current record Rule of Five 0
Froton Donors 3
Feturn to Search Eesults YWiew selected recards in ancother database Fecord # 1 Total Records: 1

Also found ine ACD CMZ  DWPIl  Index Chemicus MDDRE  MWetabolite Patent Chemistry

Information for this compound can
also be found in these databases.



Conduct a substructure search

Determine other known 2-alkyl-, 4-carboxy-, 5-alkylhydroxy-imidazole

derivatives.
Structure Select Search Type:
Substructure -
0 .
A Molecule Substructure search finds
tmalecule recards that contain your guery
[ az a substructure wholly within a larger
g f ﬁ\ structure.
I Cuery Highlighting.
0

Substructure search rules: -
 The core structure must be embedded

in all compounds retrieve
e Substitution can occur at any open valence




Substructure results — Grid View

Srid yiew Database Wiew  Properties Wiew

Yiew selected records in another database

create List

Total Records: 170

Pages: 1 P Next Select All Clear All Total Records: Get Count —
; L
[ @ ”
[ i
I H= EF'{‘D 0 NEt\J| N=H a
JNIE O M | >_/—
Details Details Details
[T Recard# [T Record#2 [T Record#3
[}
W —H 7
- H
R = ) o
r Qe ~ A
H
a uﬁ O g O JI ">l
Details Details Details
[ Record#d [T Record#s [T Record#s




Database View

Grid View Database View  Properties View Create List

Wienw selected records in another database

Pages: 1 2 3 4 56 7 8 9 10 P Next Next10 Select All Clear All Total Records: 158
;Nﬁv\ ACD CMC
u=qh P Index Chemicus
1 o, .
- O MDDR Metaholite
‘ FPatent Chemistry
[ Record#
o ACD
U;;fvn & DiiP|
NN
2 O =N | Index Chemicus
O WMODR
metabolite
T Recordsz




Properties View

Grid Wiew Database View Froperies View

Wiew selected records in another database

Pages: 1 2 3 4 5 6§ 7 8 9 10 P HNext Next10 Select All Clear All

Create List

Total Records: 170

Jd Canfiguration ADME
?’;\A Agrochemical Analytical
H
»fhx Chemical Commercially Availahle
1
= B Literature Reference Metahaolism
MHarme Pharmacological
I Becordl Physical Chemical  Preparation
0 2d Configuration ADME
Agrochermical Zhemical
D;E‘I"L,U ! 1\_) ) ) .
a0 H riN=Nh Ccommercially Availakle Literature Refarence
2 =
= O Metabolism Mame
@ Pharmacological Preparation
I© Recaord#2 Toxjelty
9 Zhemical
3 o | >I Literature Reference
Mame
I© Record#3




Viewing compounds by property

View in another database

Return to MOL® Compound [ndex

DWPl MDDE  Metabolite

Record 4 1 === ( Total Records: 41

Toicih

MDL® Comprehensive Medicinal Chemistry

Available Data

a 0 Click an a ink o add the Infarmation o this page
Q [T Set current view as default

()
/(L Suhstance (1) hadel (13

Literature (1)

Substance qide

| MDL Number | MCMCO0010881
| CAS Registry Number | 144689-24-7
|Snurce | Sankyo Co., Japan

| Generic Name

| o OLMESARTAM [LISAM]

|Class | Antihyperensive

LogP | 363  Comment |
|pKa | |Cumment |
 Formula | C24 H2E NG 03

' Molecular Weight | 446.508




Viewing data for a single record

GRETeEl Feturn to MOL®E Compound Index
CMC  DWPl  Index Chemicus MDDR  Metaholite Patent Chemistry
Fecord # 1= Total Records: 7

Harre MDL® Available Chemicals Directory

3d Configuration ADME
.Ill wﬁl g ltiem |
%):L,\
H:
!

II] — Literature Fe

FPhysical Che
™ Recordi#l Available Data
i Click on & ink to add the information to this page
E?;i\/\
» M}‘ﬂ‘ ™ Set current view as default
S
Substance (1) Suppliers ()

ACD database .
. i Frices (2 model {13
iInformation

Substance g

| ACD Registry Number 142813

 MDL Number MFCDO0914367

|cn5 Registry Number |144589—24—? 144689-63-4

Chemical Hame and Synomins ;

s COLMESARTAN

Molecular Formula (C24 H26 NG 03
' Molecular Weight 446,508

' Rule of Five 0

Computed partition coefficent e

(CLogP)

| Molecular weight of largest fragment |44E.5EIE

| Humber of proton acceptors |9

| Humber of proton donors |3

Number of rotatable honds {TDF} 5




CMC

Return to MOL® Compound Index

ACD  DWPIL Index Chemicus MDDE  Metabolite Fatent Chemistry
<= Derord # 2= Total Records: 7

MDL® Comprehensive Medicinal Chemistry

Available Data

=1 Click on g fink o god the Information to this paoe

g
[T 0
0 R [T Set current view as default
O ﬁ Substance (1) Model (1)

Literature 13

Substance ige

 MDL Number | MCMCD0010881

' CAS Registry Number | 144689-24-7

| Source | Sankyo Co., Japan

| Generic Name |- DLMESARTARM [LISAM]

|Class | Antiypertensive

LogP | 3.63 ‘Comment |
| pKa | | Comment |
Formula | C24 H26 NE O3

' Molecular Weight | 446.508




DWPI

Feturn to MDLEB Compound Index

ACD CMC  Index Chemicus MDDR  Metaholite Patent Chermistry
= Dorord # 3= Total Records: 7

Derwent World Patents Indexe=

DCR: 121764-0-0-0
Mame: OLMESARTAMN
halecular Formula: C24 H2E MG 03
o ’I{Nw ,f‘:’{ MolecularWeight: 44K 508
u] My, M Description: The active form of CS-866
O - 1-Hydrow-1-rmethyl-ethyl)- 2-propyl-3-[2-{1 H-
O Description: tetrazaol-a-yl)-hiphenyl- 4-ylmethyl]- 3H-imidazole-4-
carhodic acid
Mo, of refs: 28

Patent references in Derwent World Patents Index®™

Mew method for determining and wlilizing the circulating blood of a living being over a range of shear rates,

Ptk e useful for e.g. the treattment of peripheral anterial disease

|Derwent Classification

|(A95}| medical, dental, veterinary, cosmetic.

(BOT) General - tahlets, dispensers, catheters {excluding drainage and angioplasty), encapsulation ete, but not systerms for administration of hlood or saline
or v feeding etc.

(CO7) Apparatus, formulation, general. including weterinary syringes, general farmulations where the active compaound is not central to the invention {e.g.
wettable powders) and analysis.

|Cnmpnund Index Classification

Adgrochermical

Analytical = Separation Methods

Literature Reference = Patent

Literature Reference = Patent = Analysis and Purification
Literature Reference = Patent = Pharmaceutical/dgrochemical
Literature Reference = Patent = Therapeutic Effect
Fharmacological




Index Chemicus

Feturn to MOLE Compound Index
ACD CMZ DWPl WMDDRE  Metaholite Patent Chemistry
= Decord # === Total Records: 7

Index Chemicuse

Campaund Mumbet: 538321-072
molecular Formula: C24 H26 ME O3
Molecular Weight: 4464513

| 151 Index Chemicus(R) citation details

Abstract Number: 538321

|Cumpuunds abstracted: |1 26

Title

NOMPEPTIDE AMGIOTERSIN-II RECEPTOR ANTAGOMISTS - SYNTHESIS, BIOLOGICAL-ACTIMITIES, AND STRUCTLURE - ACTIVITY RELATIONSHIFS OF
IMIDAZOLE-5-CARBOXYLIC ACIDS BEARIMG ALKYL, ALKEMYL, AND HYDROWYALKYL SUBSTITUENTS AT THE 4-POSITION AMD THEIR
RELATED-COMPOLIMDS,




MDDR

Return to MOLE Compound Index

AZD CMC DWPI Index Chemicus Metabolite Patent Chemistry

= Pocord # 5= Total Records: 7

MDL® Drug Data Report

% ]

9

Available Data

Cilcl an g jink to acd the Information o this page

™ Setcurrent view as default

Substance (1) Maodel (13
Biology (1) Identification {17

Literature and Patent (1)

Substance (hide

 External Registration Number 188268

' Prous Entry Number 188868

| Preview Number |

| CAS Registry Number 144689-24-7
' Derivative |

Chemical Name :

« A-(1-HYDROMY-1-METHYLETHYL)-2-PROPYL-1-[2-(1 H-TETRAZOL-8-YL BIPHEMNYL-4-YLMETHYLIMIDAZOLE-5-CARBOXYLIC ACID

| Generic Hame

|OLMESARTAN = LISAN =

 Formula (C24 H26 B O3
' Molecular Weight 446503
| Development Phase: |Launched
|‘|'ear |
| Active Investigation |
Index Activity
16000 ANTIGLALICTMA
31000 ANTIHYPERTENSIVE
31432 ANGIOTEMSIN 1| AT1 ANTAGONIST




Metabolite

Return to MOLE Compound Index

ACD CMC DWPIl Index Chemicus MDDR  Patent Chemistry

= pecgrd # 6= Total Records: 7

MDL® Metabolite Database
Availahle Data

Click an g link o adcf the information fo this page

[T Setcurrentview as default

Wiew results as transformations: Wiew results as molecules:
Transformation (1) FParent (1)
Reference (1) Species (1)
Species (1) Suhstrate (1)
Enzyrme (1) hetabolite (1)

Transformation Results -- Transformation ice

| MDL number \RMTE00058294
' Path MTES122-A
 Step 1 Step

| Scheme MTBS122

Chemical Hame and Synomms ;

e CS5-866
& (B-Methyl-2-0x0-1,3-dioxal- 3-ylimethy|
4-(hydromy-1-methylethyD- 2-propyl-1-((2 - (1 H-tetrazal-5-y03-1,1 -biphenyl- 4-yimethyl)-1H-imidazole-5-carboxylate

Reaction Class :

* Hydrolysis
& O-Dealkylation




Choose data fields

(TTE  rosuts | roports

save clear farm  help logout

Database: muolstructure Select Search Type:
|MI]L@ Compound Index - |2 Autarmnatic =
Find in Field Index: " rNEHt] An automatically executed series of Feset
- i Double-click in this box zearches (Current structure, Include S
Field Index | History i to edit struct izomers, Include tautomers, Include safts, M
e : Dzl GEInTE Substructure and Similarity) thet sttempts Duplicate
y - : ta find at least one relevant substance in Infa
E=Iolecular Weight the detabase.
cdbregno
molstructure [v] uery Highlighting.
EHZ1 Pharmacological :
-2 Physical Chemical Delete
E1 Preparation |AND vl wolecular weight = = I Duplicate
EC1 Safety Info
EHZI Anabtical g
: |start search
EHT1 Structure hased : (start search)
B ici i
-0 Toxicity | show brackets | [ sawve form |
BT ADME
BEHTD Chemical
EHZ1 Commercially Available
EHZ1 Hame
BEHTD Literature Reference
EHZ1 Agrochemical
EHZ1 Metabolism
EHTT1  3d Configuration

Double-click a data field to create a custom form.



Structure/Data search

Enter the core structural fragment

maolstructure Select Search Type:
Automatic -

Q An autamastically executed series of R i
zearches (Current structure, Include ESE
izammers, Include tautomers, Include safts, DEIE’.[E

o / I Substructure and Similarity) that sttempts Duplicate
ﬁ\ to find at least one relevant substance in Infa
M the databasze.
QJ Gwery Highlighting.
Delete
ARD Malecular Weight |.;: i |35|:| Duplicate
Info

(start search)

| show brackets | [ save form |

Enter data and specify an operator




Structure/Data results

Srid yiew Database Wiew  Properties Wiew

Yiew selected records in another database

Pages: 1 2 P Next Select All Clear All

Create List

Total Records: 18

Y ““"TL; wﬁ%

Details Details

[T Recard# [T Record#2?

[T Record#3

Details

Substructure search results — 170 compounds.

Substructure search with data constraint results — 18 compounds.




Data searching

In this section, you will learn how to:

d

Q
a
Q

U

Search individual databases
Select the data fields that you want to search
Use the Data Lookup table to build your query

Save the modified query form as your default
form for the current database

Use predefined search forms
Display hidden data in Details view

Create a report




Selecting an individual database

start search import  save clear form help  logout MDLE Compound Index
Database: MolStructure Select Search Type:
[MDL®& Compound Index ~?| L sutornatic -
CrossFire Beilstein
CrossFire Gmelin An automatically executed seties of Reset
Double-click in this box zearches (Current structure, Include
t dit struct izomers, Include tautomer s, Include salts, M
IS ETETE Substructurs and Similarity) that sttempts Duplicate
: to find at least one relevant substance in Infa
Bioactivity Information the datahasze.
MDLE Comprehensive Medicinal Chem) : i o
MDL® Drug Data Report ¥| Guery Highlighting.
Hational Cancer Institute Database :
MDLE Metabolite Database Delete
MOL& Toxicity Database |AND - l Malecular Weight = - I Duplicate
: Info

Chemical Sourcing and Logistics Inforn

MDOL® Available Chemicals Directory

MDOL® Screening Compounds Direct

[ show brackets | | save form |

Patent Information
MDL® Patent Chemistry Database

Synthetic Methodology Information
Cheminform Reaction Library
Current Synithetic Methodology
Derwent Journal of Synthetic Metho|
ORGSYH Database
MDL® Reference Library of Syntheti
MDL® Solid-Phase Organic Reaction

Select an individual database from the drop-down list
|



Default forms

MDL® Available Chemicals Directorny

Each database has a
gelectBoateh Tyze defined default form.

Molecule

Automatic 7
&n automatically executed series of R t
Double-click in this box searches (Current structure, Ihclude ol
t dit struct izomers, Include tautomers, holude satts, Delete
0 edil sructure Substructure and Similarity) that sttempts Duplicate
Info

to find at least one relevant substance in

the database. — -
= " MDL® Metaholite Database
W] Guery Highlighting.

Parent Molecule

Structure Select Search Type
AMD T Catalog Mumber Containg | =
a Automatic -
An automatically executed series of
Chemical Name and Synonyms Contains 1 Double-click in this box zearches (Current structure, Include Reset
y ; izotners, Include tautomers, Include sats, DEIBFE
to edit structure Substructure and Similatity) that sttempts Duplicate)

to find at lzast one relevant substance in

AND CAS Registry Mumber the databaze.

MDL® Patent Chemistry Database

AND = MDL MNurnber Contains - Structure
Transformation

L

Find this cormpound and its praperties j @ Substitution as drawn, exclude tautormers

AND Supplier Name Containg _Im Route Contains C Substitution as drawn, include tautomers

C Unlimited substituion on all atoms, exclude tautomers

HIERCIE

Daouble-click in this box Allow Reset
|AND - Species |Comains to edit structure W Muli-componert substances Delete
¥ Ring closure through substitution Infg

¥ lsotopes W Charges I Radicals

|AND - Journal Author |CDntainS ™ Keep fragments separate
™ Query Highlighting Search Stereninformation |As drawn hd
| - Journal Mame | i
alill) Containg | patent inventors (Authors)
Delete

- Inwentar (Authar) | i - I Duphcate
|AND - Journal Year |= -I (il ¢ ) Eonizing info

Data Lookup...
Publication/Application Data

Delete
AMD |+ Patent Mumber |Cumam5 - I Duplicate
Data Logkup... Info
Delete
AND T Patent Country Code |Cumaing - I Duplicate
Dats Lookup Info
Substance Characterization
Delete
AND - CAS Registry Nurmber Is - I Duplicate
Data Lookup Info
Delete
AMD ™ Chemical Mame |C0ma|ns - I Duplicate
Data Logkup... Info




In addition to the default forms, the CrossFire Beilstein, CrossFire Gmelin,
and the MDL Patent Chemistry databases have a series of predefined forms.

Datahase:
|CrussFire Beilstein o ?
Find in Field Index: | |[Mext ]

Structure
EH® FasyData Search
Bibliographic Data
Substance ldentification Data
Molecular Formula Search
Reaction Data
Physical Data
Spectroscopic Data
Pharmacological Data
Ecotoxicological Data
Solubility Data
Basic Indexes
Bibliographic Information
Substance ldentification
Chemical Properties
Physical Properties
Pharmacological and Ecological Data

i

TTTITIIY

boooo

Database:
|CrussFire Gmelin - |2
Find in Field Index: | | [ Mext |

| Field Index | History

Structure

EH®~ Easy Data Search

Bibliographic Data
Substance ldentification Data
Maolecular Formula Search
Reaction Data

Physical Data

Spectroscopic Data
Solubility Data

Alloy Search

Crystal Structure Data
Electrical Data

Electrobytic / Electrochemical Datz
Magnetic Data

Mechanical Data

Maolecular Data

Thermal Data

1 B & B 6 69 65 69 6 B9 6 B9 O G O

Database:
| MDL® Patent Chemistry Database ¥ | 2 |

Find in Field Index: | || et |

Field Index | History

Structure

> FEasy Data Search
Bibliographic Data

Patent Data

Substance ldentification Data
Molecular Formula Search
Reaction Data

Physical Data
Spectroscopic Data
Bioactivity data
Application data
Composition

B 1 B 6 0 63 6 5 O

Basic Indexes

Bibliographic Information
Substance Characterization
General Information

b ool

EHT1 Citations
E-Z1 Substances
EHZ1 Reactions




Data search features

Data field
Substance .
_— Data field
Beilstein Registry LE.E :
Murmber - N I —p—a?n licate |ndeX
— controls
Celete
OR * ||CAS Registry Mumber |Cnntair‘|5 j | Duplic ate
[ata Lookup... Info
Dalete
OR = ||Cherical Name s j Duplicate
Contains Info
Starts With Lz
OR w ||Molecular Formula Ends With | Duplic ate
[ata Lookup... Info
Dalete
OR = |IMalecular Weight | Duplicate
AND Info
<
o1 }
Show Brackets D
]
>
Operators used to connect ____ Operators used with text and/or

multiple search criteria numeric search entries




Data operators and wildcards

Operators Use to retrieve records that:

AND satisfy both criteria

OR satisfy either criterion

NOT do not satisfy the criterion

- satisfy the exact entry

< are less than the specified entry

<= are less than or equal to the specified entry
> are greater that the specified entry

>= are greater than or equal to the specified entry
<> are not included as an entry

IS have the exact entry

Starts with begin with the entry

Ends with end with the entry

Contains have the term contained within

Wildcards Use in text string to represent

? One character

?7? Two characters




Search for a specific compound

Conduct two different data searches to retrieve the compound acyclovir
(CAS number 59277-89-3) from the CrossFire Bellstein database.

Structure

Find this compound and its properties j ' Substitution as drawn, exclude tautomers

" Substitution as drawn, include tautomers
" Unlimited substitution on all atoms, exclude tautomers

Double-click in this box Allowy: _ Reset
to edit structure ¥ Multi-component substances Delete
¥ Ring closure through substitution Info

¥ Isotopes W Charges ¥ Radicals
[T Keep fragments separate

¥ Guery Highlighting Search Stereoinfarmation |A5 drawn j

Substance ldentification

Delete

AND ™ Beilstein Registry Mumber = = I Duplicate
Data Lookup... m

Delete
AMND = CAS Registry Mumber @ |= - Duplicate

Data Lookup... Infa

Delete

ARD Chernical Marme @ |Cnntains vl Duplicate

Data Lookup... Infa
Delete

AND T Malecular Formula |Cgmains vl | Duplicate

Data Lookup... Info

I Delete

Duplicate
Lrata Lookup... Info

AMD T Molecular Weight - B

gdd 3




<} Data Look up - Chemical Name

Find:

|awc|nvir

| Find |

Frequency: Values:

acyclovir
acyclovir Sh-glucoside
acyclovir {(na =alt)

acyclovir diphosphate

acyclovir elaidate
acyclovir ethoxycarbonylphosphonate

i s

| start

acyclovir carboxyphosphonate ammondium T
acyclovir diphosphate dimyristoylglyce l'

|a:1i End |

Your Queny:

acyclovir ———————

| Clear

(® Find amy of these terms (OR operator)
) Find all of these terms {AND operator)

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

OK

2 Data Look up - CAS Registry Number

Find:
|59277-89-3 | Find |
Frequency: Values:

2 59277-89-3 LEETIJ

1 59277-90-8

1 59277-91-1

1 59277-92-3 1

1 59277-93-9

1 59277-94-10 1

1 59277-95-1

1 59277-96-2

End

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

69277-89-3

Clear

% Find any of these terms (OR operator)
i Find all of these terms (AND operator)

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

OK

Data Lookup tables display the specified value and
the number of occurrences found in the database.




Search results

Chemical Name search results

The “BIO” label
indicates that the
compound has
pharmacological or
toxicological data
associated with it.

Wiew selected records in another database Create List
Pages: 1 Select All Clear All Total Records: 7
BRM: 4257573 BIO | BRM: 6411198 BIO | BRM: 6514132 BIO
o
ow o
N |
L0 e Ly
ey L
0
0 Yw (?
o o
Details Synthesize Details Synthesize Details Synthesize
™ Record#! ™ Record#z2 ™ Record#a
BRM: 6603483 ERM: 7430620 BIO | BRM: BEZG446
i R
oy );ﬁt[:? T
NJ\\N H J N NJ
0
O g K I\D/\/
0
Details Synthesize Details Synthesize Detailz Synthesize
™ Record#d4 ™ Record#s ™ Record#s

BRM: 9132217

o s

H N

Details Synthesize
™ Record#?

BIO

Yiew selected records in another database

Pages: 1

Select All Clear All

CAS number search results

Create List

Total Records: 2

BRM: 1219402

“m? N

Cetails Synthesize

™ Record#

BIO

BRM: 4257573 BIO

fos

I\D s

]

Details Synthesize
™ Record#2




Link to additional data

Return to Search Results Yiew selected records in another datahase Record # 1 of 7 - |
CrossFire Beilstein Substance 4257573 Click a link to obtain
Available Data specific data for the
Clicic on & link to add the information to this page 1
W 2| retrieved compound.
Set current view as default
oy r
LigquidiLiguid Syst Wiz {1 Melting Point (1
I\Df“\.-«’o iquidfiLiguid Systems ( 0] glting Point (1)
MR Spectroscopy (1) Fadition octan-1-oliwatar (MCS)
Uge as Query  Synthesize (1
™ Select current record Fharmacological Data (3) Related Structure (1)
Substance Identification (13
i Show Reactions for this Substance Show Citations for this Substance l
Substance Identification e Click to link to
| Substance Identification record 1 of 1 reaCtI ons or
Beilstein Registry Number 4257573 . . .
Beilstein Preferred RN |59277-88-3 citations for this
CAS Registry Number 59277-88-3 substance
|Chemical Hame |ac3ﬂ:|u\fir
Autoname 2-amino-9-(2-hydroxy-ethoxymethyl)-34-purin-6-ol
‘Fragmem Molecular Formula Molecular Weight 225.21 |
Molecular Formula (CBHT1N503
Lawson Number 30725, 689, 514
|T3me of Substance |hetemcyc|ic
Constitution ID 3789454
Tautomer ID 1194427
|Beilstein Reference |E—25
Entry Date 1992/07/20
Update Date 200204/28




Avallable data

Displays or hides the data

Links to the literature reference

Pharmacological Data(us)

Pharmacological Data record 1 of 9

Citation Pointer 5960932

|Pharmaculugi[:al Data Citations |- Journal; Sata, Yashiko; Maruyama, Tokumi: CPBETAL; Chermn. Pharm. Bull; ER: 43 1:1995: 91-95;
Entry Date TH95/1 231

|Cumment |antivira| activity against HSV-1 in Yera cell (ECH0: 0.41 pafmi and HEY-2 in Vero cell {018 palmb

| Pharmacological Data record 2 of 9

Citation Pointer 5911291

Pharmacological Data Citations

« JournalWinkelmann, E. Winkler, |.; Rolly, H.; Roesner, M.; Jaehne, G.; ARZMAD: Arzneim. Forgch,, EM; 38; 11;
1988: 1545-1548;

Entry Date 1988/06/27

|Cumment |Chemuterapeutic activity against Herpes simplex (HSY-1) infection in mouse i.p.
| Pharmacological Data record 3 of 9

Citation Pointer 5904365

|Pharmaculugi[:al Data Citations

|- Journal; El-kKougy, 5. Pedersen, E. B Mielsen, C. MOCMET: Monatsh. Chem.; ERM 125 6IT: 1984, 71 3-T22:

Entry Date

19941 2131

Comment

activity against Herpes Simplex Wirus, type 1, strain Mcintyre, in SIRC cells: ED A0 = 0.5 pM; cytoxicity against
normal uninfected SIRC cells: CO 80 = =50




Search the MDL Toxicity database

Conduct a search, using the MDL Toxicity database to
retrieve compounds that have tumorigenicity data associated
with fatty liver degeneration.

MDL® Toxicity Database

Database: CHEMICAL
| MDL® Toxicity Database ~|?] Structure Select Search Type:
_ Automatic -
Find in Field Index: | | [ext] -
= — Ln automatically executed series of
I A e History Double-click in this box searches (Current structure, Ihclucde M
EH#= Chemical to edit struct izomers, Ihclude tautomers, Include saltts, M
Structure 0 ER ISR IS Substructure and Similarity) that attempts Duplicate
— _ _ _ : to find at least one relevant substance in Inifo
Beilstein Handbook Registry the database.
Beilstein Registry Number 7 o
CAS Registry Number : | Query Highlighting.
Chemical Carcinogenesis{CCRIS)
Chemical Name and Synomms Delete
GEMETOX Number |AND vl Chemical Mame and Synonyms |antain5 vI | Duplicate
IARC Cancer Reviews : Infy
MDL Number Delete
Molecular Formula |AND vl CAS Registry Number ls - I :Z)lfJincate
Molecular Weight | o
RTECS Registry Number | Acute Toxicity
Threshold Limit Value : Delete
Toxicology Reviews : |AND 'l Dosage = ul I |mgfkg j P—?M
: nfa
EHIO  Acute Toxicity ; LLalie]
BT Mutagenicity Delete
_ 3 | vl Endpoint | i vI I Duplicate
EHTD  Irritation AND Contains Data Loakup... R:L
EHZO  Tumorigenicity i ; .
B elete
FHT1 Reproductive Effects : : I S
B |AND vl Species |C0ntains vI Duplicate
BEHZD  Other Multiple Dose : Data Laskup... e
| (show brackets | [_save form | (sort results |




Create a custom form

I Field Index Histony

MDL Humber

Molecular Formula
Molecular Weight
RTECS Registry Number
Threshold Limit Value
Toxicology Reviews
21 Acute Toxicity

1 Mutagenicity

"7 Irritation

HE>  Tumorigenicity

Dosage

Endpaoint

Initiator Hame(s)
Journal Hame

Journal Page

Journal Yolume

Journal Year

Promoter Hameis)
Route

Sex

Strain
Species
Tissue
Toxic Effect
productive Effects
her Multiple Dose

[y |

B B 6 B

T —IF 11—

IT]

Tumerigenicity

|AND vI Toxic Effect |Contains "I

Data Lookup...

1 B 0 B B9 6 B 9 O B O B G

Double-click to add field to query form

3
g

2




Enter the ‘toxic effect’ data constraint

Data Look-up... Toxic Effect

1. Typethe first fesy letters of the word that vou are looking for.
=7 Toxic Effect |

rj A BRAIMN AMD COVERIMGS
EI B SPINAL CORD 2. Double-click the index entries that vou want, and then click k.

[ C. PERIPHERAL NERVE AND SE | |AnUiDsarcoma = Liver

# ] D.SEMSE ORGAMNS AND SPEC Change in gall bladqer Strgcture or function = Liver
EI F EEHAVIORAL Fatty liver degeneration = Liver

El . CARDIAC Gallhlla.ddertumnr: Liver . . .
Hepatitis (hepatocellular necrosis), difuse = Liver
[ H.vASCULAR

Hepatitis (hepatocellular necrosis), zanal = Liver
E‘ J. LUNGS, THORAX, OR RESPIR Hepatitis, fibrous (cirrhosis, post-necratic scarring) = Liver

[ K. GASTROINTESTINAL Jaundice, other or unclassified = Liver
|__°‘| L. LMER Liver function tests impaired = Liver
|j| M. KIDMEY, URETER, AMND BELAD Multiple effects = Liver

[y M. ENDOCRINE Other changes = Liver

[y P.BLOCD i

Fatty liver degeneration = Liver
D G MUSCULOSKELETAL

F [ R.SKINAND AFFEMDAGES
rj S IMMUNOLOGICAL INCLUDIMNG

® Find any of these terms {OR operator)

! Find all of these terms {AHD operator) - - -

Tumorigenicity

Im Towic Effect Im IFattj,f liver degeneration < Liver

Data Lookup...

start search




Saving a form

CHEMICAL
Structure Select Search Type:
Automatic -
An automatically executed series of Reset
Double-click in this box §earches [Current structure, Include Dolete
. ST izomers, Include tawtomers, Include zalts, _—
o= Substructure and Similarity] that sttempts Duplicate
ta find &t lesst one relevant substance in Infa
the database.
[¥] Guery Highlighting.
Delete
AMD = Chemical Narme and Synonyms |Cuntains v| | Duplicate
Infio

AMND = CAS Registry Mumber

Hl

Save Form

Acute Toxicity

will now become the default query for this data source
existed default query form. Do you want to proceed?

Endpoaint . OK Eﬂﬁf‘:ﬁ

AMD = Dosage

HI-

AND =
= =]
Delete
AMD = Species |Cuntains v| I Duplicate
Data Lookup... m
Tumorigenicity
|__l |—_l |Fatty liver d tion < Li —DE';EE
- Toxic Effect . - ity Iver degqeneration = LIver Duplicate
AND Contains Data Lookup. .. m

[ show brackets ||| sawe form || sort results |




Tumorigenicity data

MDL® Toxicity Database

Available Data
Jf*ﬂ
T Click on & iink to add the information to thiz page
H

[T Set current view as default
/E Chemical {13 Acute Toxicity (4)
Mutagenicity (35) Turmorigenicity (357

Use as Query Review (1) Maodel (1)
[T Select current recard

Tumorigenicity inide)

| Full Citation 1 of 35
|.J|:|urnal of the Mational Cancer Institute 54 5259 1930
'SourcelD: QE2150000 ' Source: RTECS
| Chemical Name |MORF’HOLINE, 2 B-DIMETHYL-M-MNITROES0-
| Species |guinea pig
Route (ORAL
 Dosage 400 MGIKG/23-|
' Endpoint : T
| Endpaint (Incidence) : |(Carcinngen. Carcinogentinhibitor, %0iff., Significance)
| Endpoint {Multiplicity) : |
| Endpoint {Latency) : ||:|:arcinc.gen, Caminogentinhibitor, Significance)
Toxic Effects :
e« Carcinogenic by RTECS criteria = Tumaorigenic
= Fatty liver degeneration = Liver
& Tumaors = Liver




Creating a report

p Copy to Report

copy to report  export page setup print save refine query




Reports tab

=} [_IIIH'

Datahase:
| MDL® Toxicity Database

Ei

m results reports - A= -

page setup print sawve refine query help logout MDL® Toxicity Database

Tumorigenicity

Find in Outline: | || Mext |

Outline History

Today's Report - Report #1

= cction 1

| Full Citation 1 of 35

|J|:|urnal afthe Mational Cancer Institute 64,529, 1930

‘SourcelID: QE2150000 'Source: RTECS

| Chemical Name |MORF‘HOLINE, 2,6-DIMETHYL-M-MITROS -
|5pecies |guinea pig

'Route (ORAL

 Dosage 400 MGIKGI23W-|

' Endpoint ; o

| Endpaoint {Incidence) : |(Earcin-:-gen. Carsinogen+inhibitar, %Diff., Significance)
' Endpoint (Multiplicity) : |

| Endpoint {Latency) : |(Earcinngen. Carcinagen+inhibitor, Significance)
Toxic Effects :

» Carcinogenic by RTECS criteria = Tumarigenic
» Fatty liver degeneration = Liver
« Tumaors = Liver

D




DiscoveryGate® | MDL® Database Browser

queries results reports rxn schemes
start search import save clear form  help logout Synthetic Methodology Information Yersion
Database: Reaction
| Synthetic Methodology Information - | ? Structure Select Search Type:
| | | Reaction Automatic - |
Find in Field Index: |conditions Mext
ST : Double-click here to enter a reaction Reet
. 3 ~ : Delete
EHE» Reaction : - | —
: Reactant(s) --» Product(s) Duplicate
Structure : Ff@f—
Atmosphere
[v¥] Guery Highlighting.
Conditions
Enantiomeric Excess
Percent Yield B
Primary Reaction? _ Delete
Reaction MDL Number {lawo =] [ x| Percentield = - | % | ID_LfJM
Systematic Classification : Citati e
Temperature | IIE2tion
Topics : Delete
= i - - | Author i - | - Duplicate
Type 5§ |AND J | J Containg e Ff@f_
EHE%  Molecules : ;t
-1 Reactant : |4 Am Chem S =] o
B - » | Journal i - M Lhem -0c - Dluplicate
FEHZI Product |AND J | J ol Data Lookup... Infa
BEHTO cCatalyst ; aete
B Solvent : :
Alann = w | fear = - - Duplicate
EHT1  Protecting Group | J | J | | J Infi
BT Solid Support : Delete
EHZO Polymer |OR j | jJnumal Cmtains - |Tetrahedrnn Lett mv Duplicate
[]_Cl Citation [rata Laokup... m
BT Solid Phase Reaction
BEHZ1 Classification : Delete
> |AND j | j Caonditions Containg T LH:.rdingenatlnns - Duplicate
dtd Loo UE m

Use the Field Index to find the data field. Double-click to add it to the form.




Setting parenthetical statements

Initial search

Delete
- - - - J Am Chem Soc = .
|AND J |[ JJnurnaI |Cnnta|ns I ID.ata T | J :Zr:igllcate
Delete
[awp =] [ x]Year = T | [ =] Duplicate
Infa
Delete
- - | : vI Tetrahedran Lett = .
|OR J | JJDumal Contains IData Laokup... 1] ........ J PH_EM
Reaction
Delete
- - iti - - Hydrogenations = .
|AND J | J Conditions |Cnnta|ns I ID.ata — | J :Zr:igllcate
Modified search
Delete
AND x]|[  x]Joumnal [contains x| |J A Chern Soc | =] Duplicate
[ata Lockup... m
Celete
OR jl jJnurnal |Cnntains j ITetrahedmn Lett i] j D unlicate
Data Lookuwp... . ] m
Delete
AND = - x]Year - = [2000 [ =] Duplicate
Info
Reaction
Delete
- - iti - - Hydrogenations = ;
AnD ]| x| Conditions [contains 7] IData el | =l :Zrilighcate

Manually adjust fields to create the correct parenthetical statements.




Search results

MDL® Solid-Phase Organic Reactions

oL e M

Lse as Query
[T Select current record

Available Data
Ciick on & Jink to add the Information to this page
™ Set current wiew as default
Reaction Details {(4) Reactant {13
FProduct {13

Reaction Details ice
RsPoEI0ONESD  Reaction Variation 1 of 4

| Product no. | % Yield | Grade | %es | Yds | Yle | Yhee | Reactant no. Reactant Grade
| 1 | &0 | @risomer | 100 | | | | 1 {S-isomar
Catalyst ID Sotvent ID
‘ Step no. ‘ e et click 1D far details click 1D far details
1 H2 18137 a
Pdi0-Ac)2 {cat) 48
DhF
iti i External Registry No. Path Ste|
Detailed Data Conditions Salid Sggpon | gistry | | P
References  Protecting Group | 592000501 | | | 40F 4
TAM, J. P TIOENG, F. 5., MERRIFIELD, F. #.; J Am Chem Soc [JACSAT] 1980, 102 {197, 6117-6127.
TAM, J. P TIOENG, F. 5. MERRIFIELD, F. B Tetrahedron Lett [TELEAY] 1979, 51, 4955-4958.
YWHITHNEY, DB TAM, J. P MERRIFIELD R. RS P P T i T
Conditions
| Step | 1
Hours |17
Temp {C) 50

Conditions

Hydrogenations
Transition Metal Salts
Thermal




Manipulating search results

In this section, you will learn how to:
0 Work with the History tab
Create a temporary list

Save a permanent list

Combine temporary lists

o O O O

Export results



Working with the History tab

The History tab is unique to the database you are using.

Database:
MOLE Compound Index Bt || ? |

I |

Field Index | History |}

7= TodTo

Search #1
e Using the “results” tab,
I}J—% Previous Searches double-click to open

Feb 8, 2006
Feb 7, 2006

== Feh 6, 2006
Search #1

[T]—% Saved Searches Delete
F=  Tempaorary Lists

Fename

Right-click a list to
Delete or Rename




Create a temporary list

e setup print save refine query lists  help logout
Datahase: Grid view  Database Wiew  Properties Wiew Create List
| MOLE Compound Index - | 2 . ;
Yiew selected records in another database
Find in Histary: | || Next |
Helll Itz |Pages: 1 2 P Next Select All Clear All Total Records: 18
—HEr  Today's Searches g
[El Search#1 Create List
Search #2
E=lsearch 43 - o~ SeCtme OISR WGt sti M he Fe Al sEe
[—J—@' Previous Se
Database: .
©1 Feb 8,20 2 L Ol it
= Feh7,20 |MI]L® Compound Index i | H OCIHTEﬂtFaﬁ
= Feh 6,20 _ ” . .
= SearclFind in History: | [ et | Oispepm_.ﬂepqu;mu_nmem_.
= Saved Searc =
[lj_% Fia e | Histo F d#2 :
EHE TemporaryL HEl e Bt Enter the record index numbers andior record ranges,
""" Today's Searches ‘separated by commas. For example, 1,3,5,7-10
Search #1  Description:
Search #2 = |Structure and Mw=350
Search #3 .} Your results set is stored in the History tab,
EI—@ Previous Searches = Temporary Lists folder. Edit the description there by
- right-clicking it.
1 Feh 8, 2006
Feh ¥, 2006 oK I | Cancel |
A A Feh 6, 2006 [T Record#s
< ||l_= ||} B Saved Searches |
| = Temporary Lists = ' . -
‘ L1 Structure and MW<350




Create a permanent list

copy to report

Database:

results

efine query

lists

MOL® Compound Index

Find in History: |

S Today's Searches
Search #1
Search #2

‘= Search #3

= Previous Searches
Feh 8, 2006

Feh 7, 2006
EH2=  Feb 6, 2006
Search #1
ET]—E' Saved Searches

EHE> Temporary Lists

rlah] iz

Ex ':I ort ":I = g g setu ":I ':I rint sa hE!l[:I [u} go Ut MDL® cDrnpuund Index Version
: Crid view  Database View  Properties “iew Create List
~|?
i Miew selected recofds in another database
I v
| Save As [X| Total Records: Get Count
File name: |
Structure 555 a '
| | D_g\, ; ?s\) Database:
0K Cancel A‘D P r5N= |MI]L® Compound Index "'"| ?
/ - - - [
\/\Q ~ |Find in History: | || Mext |
Dietails Details riehl Imlzz
™ Flecord# [T Record#z Today's Searches
Search #1
Search #2
Search #3
Previous Searches
Feh 8, 2006
Feh 7, 2006

Feh &, 2006

Saved Searches

Structure 555%
Temporary Lists

s




DiscoveryGate® | MDL® Database Browser

results

queries reports

copy to report  export page setup

print  save refine query lists  help logout

Set the Range of Export Records - Compound Index g|

You can export a ma=imum of 500 records at one time.

1 All Records

i Current Page Export Database Results

i® Specify Record Numbers Find: | |[ext] Find: | || Hext ]
|1 -5 Database Fields ] Exporting Fields ]
Enter the record index numbers and/or record E—pMoL Export SDfile ...
separated by commas. For example, 1,3.5,.7-10 MOLSTRUCTURE LSS LSS
cdbregno Molecular Weight
| OK | | Cancel | folecular Formulal il dolecular Formulal
Molecular YWeight Export TAB ...

Rule of Five

clogP {Syracuse Res. Cente
Torsional degree of freedon
Proton Acceptors (O+HN)
Proton Donors

Mol. WeightLargest Fragme

Total Polar Surface Area Export format selections
and the exported lists are
ZED supported by the database.

Add Remove | 1t




You can export results, both structures and data, in the following formats:

.sdf | = Thisis a flat file format and can store structures, but not reactions.

» This format is suitable for files to be exported to ISIS for Excel and to
|ISIS/Base databases.

= The “results” tab needs to be active.

rdf = This is a hierarchical file format and can store reactions.
» This format is suitable for files to be exported to ISIS/Base databases.
= The “results” tab needs to be active.

tab | = This format is suitable for files to be exported to ISIS for Excel.
= The “results” tab needs to be active.
= You require Chime software to view the structures.




Searching for reactions



Reaction Query

EZ MDL Draw for Database Browser

e 7] e [ D] |O] O] OO Al O] 2]

S

/ Bond Role in Product — Bond
must form in reaction.

Must change in reaction —the
selected atom must be part of the reaction.

CHEI I EANSRENS FEIEGRR TR,



Query

L® Database Browser

queries results reports rx¥n schemes

art search import sawve clear foarm help logout CrossFire Beilstein Version

[Reastion | Results

Find this reaction and its conditions ﬂ * Substitution as drawn, exclude tautomers

" Substitution as drawn, in
" Unlimited substitution onjPages: 1 Select All Clear All Total Records: 4

. Reaction ID: 1503815
e MO 57 mutti-companent
? = | P ¥ Ring closure thro
=]
W lsotopes W Ch 5 ©| ©:5)
[ lgnore atom map \:f #
[T Keep fragments
i i Search Stereninformation Details Synthesize Reactant(s) Find Similar Reactions
zal Data| : [ Record#l
: ctart search Reaction ID: 1519346
show brackets sawve form
g Br 5
O Q-0

Cetails Synthesize Reactant(s} Find Similar Reactions

[~ Record#2

Reaction ID: 1741026

- O—Co

Cetails Synthesize Reactant(s) Find Similar Reactions

o rroiftD

é 0 Inte




Return to Query Tab Choose Find Citations

1eries results reports r®h schy
ch import sawve clear form  help logout CrossFire Beilstein Yersion
| Reaction
Find citations of this reaction =} & substitution as drawn, exclude tautomers
: " Substitution as drawn, include tautomers
 Unlimited substitution on all atorms, exclude tautormers
o S AT 57 Multi-component substances Reset
§ - | P ¥ Ring closure throunh substitution Lo
: Cirm Info
g V¥ Isotopes W Charges b Radicals
[ lgnaore atom mapping
: [T Keep fragments separate
V¥ Query Highlighting Search Sterecinformation |AS drawn j
start search
| [ show brackets save form Ll o L B LD
: queries : reports rxn schemes
.Z
Pages: 1 Select All Clear All Total Records: 2

Select all citations f Deselact all citations

Journal; Mazza, Dario Del; Reinecke, Manfred G JCCCAT, J. Chem. Soc. Chem.
Comrmun.; EM; 3; 1981;124-128

Ci tat i O n S Recard 1 T Expart citation ™

Journal; Yu, Sara ™y Li Wei lglesia, Enrique; JCTLAS: J. Catal; ER; 187 2 1999;
287 - 261

Details

Cetails

Record 2 [ Export citation [

Pages: 1 Select All Clear All Total Records: 2




.++** Any heteroacyclic group

AHC N
[
C / M
k [\\1\ Any cyclic aromatic group
ARY 4



Beilstein generic groups

G G*
Any Group Any Group
‘ with rir|1g closure

ACY CYC
Acyclic Cy|cI|c
| | |
ABC AHC CHC CXX CBC
Carbacyclic Heteroa /ycllc Heterocycllc Cyclic, Carbocyclic
O no cgrbon
I | ‘ | | |
ALK AEL AYL AOX HAR ARY CAL CEL

Alkyl Alkenyl  Alkynyl Alkoxy Heteroaryl(6)  Aryl Cycloalkyl Cycloalkenyl

/\//\//O/\ @ O O @




Right-click the atom
with the select tool

|
/ Atom Property

Atom symbol...

A H C Charge...

Isotope b E! Carbon and/or hetero atoms...
Valence...
Radical 3

Sy heteroacyclic group

Additional substituents...
N Hydrogen count
|:::| Chain or ring atom
lIll:ll'|. Allow these atoms
.-.____.-' Prohibit these atoms
N Beilstein generic group Ay group... |

Remove Properties Acyclic group k| Carbon atoms onhy...
I::] Copy Cyclic group | Carbon and/or hetero atoms...

lkoeoy graup lkozy group, or H
A0 ’A ’A

- T v v v

Off Ay acyclic group...

Cut
Duplicate

Bond Properties b




AHC

Atom symbol...
Charge... E& Carbon atoms only...
Isotope b ot || cae Py carbocyclic group - m,r carbocyelic group, or
Valence... ]
Radical ’ cal ey cyzloalkyl group CaH leny cyeloalkoyl group, ar H
Additional substituents... — Eny evcloalkenyl group — ’»:m,r eyeloalkenyl group, or
Hydrogen count b
Chain or ring atom J ARY [ Ot ARH (L0 O O ‘
Allow these atoms k — —
Prohibit these atoms b
Beilstein generic group  *| Ay group...
Remove Properties Acyclic group »
Copy Cyclic group * Carhon atoms onhy...
Cut Off Carbon and/or hetero atoms...
Duplicate Hetero atoms onhy...

Any cyclic group...
Bond Properties k

ARY

\ Right-click the atom
with the select tool



Force Substitution

Right-click the atom Choose Additional
using the select tool :
substituents>Any#

AHC

Atom symbol...
Charge...
Isotope [

N Valence...

* Radical 3 __ . —
|:::| },fr lI|II ES Additional substit... [X ]
)\ R 1 Hydrogen count b
N Chain or ring atom b
Allow these atoms ]
[::] Prohibit these atoms b
Beilstein generic group
A R Y Remove Properties
Copy
Cut
Duplicate




2 https:/iwww.discoverygate.com - MDL Database Browser - Microsoft Internet Explorer

DiscoveryGate® | MDL® Database Browser

Yiew selected recards in another database Create List

Click Detalls or Synthesize

SEIES

rxn schemes

print  sawve refine query  lists  help logout C

Select All Clear All

Total Records: 22

BRM: 7394078

EHE> Today's Searches
Search #1
Search #2
Search #3
Search #4
Search #5
Search #6 .
Search #7

[ Recarcd#
B Previous Searches A BRN: T3OE1T
BT Saved Searches
BT Temporary Lists

Details Synthesize

i 05 £ 6 0 0 6

Browsing Database Results inthe
Grid View

b Details Synthesize
Click Details to view the details of a ™ Record#s

specific substance or reaction. i
Secrall the data and click the data
links that you want to view. To return
to the result set, click Return to
Search Results.

BRM: 7399933

Use the check box by each result to
select those results that you want to A
copy to a repar, export, view in i ?)
another database, orinclude in a b gﬁ

queries results reports
copy to report  export rer ;. export itations  page setup
Database:
|CrnssFire Beilstein |V| ? p
{Find in History: | |[mexe] | Pages 1 2 > Next

BRM: 7395096 BRM: 7387781

BIO
denotes
bioactivity
— data Is
: . avallable
¢ X

Details Synthesize Details Synthesize
[T Record#2 [T Record#3

BRM: 7400295 BRM: 7406746 BIO

3
\ .S

4

@ Applet WebClientApplet started

S @ Internet




Click on the “+” to uncover the
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The Rxn Schemes tab displays a hierarchy of reaction
pathwrays heginning with the final product. To expand
the reaction tree, click the + sign in frant of a
substance or a reaction folder. As you expand the
reaction tree, you see the full synthetic scheme appear
inthe workspace an the right.
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Click Details helow a reaction step to view reaction
conditions and citation information.
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DiscoveryGate

2 We covered a lot of material!
0 DiscoveryGate is an extremely valuable tool.

0 Bellstein is the largest and most powerful source of
data on DiscoveryGate for organic chemists. The
additional databases create a very strong single
repository of data.

2  Thank you for your time and attention




