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o o
G the process of

MDL

Searching the MDL
Available Chemicals Directory

Key points Notes

¢ This module focuses on the content of
the MDL Available Chemicals
Directory, the largest structure-
searchable database of commercially
available chemicals.

e You will be using the MDL Database
Browser, a component of
DiscoveryGate, to search the database.
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Module objectives

a
a
a
a
a

Retrieve compounds based on associated data
Retrieve compounds based on structural features
Display catalog, pricing, and supplier information
Sort search results

Create a report

Key points Notes

e You will learn some basic search

techniques for retrieving compounds
based on associated data and structural

features.

e After you have completed a search, you
will be able to collect information, create

a report, and print it.
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ACD - Available Chemicals Directory

Name: Adipic acid ———

Catalog info: Cat#24,052-4
5gm.
14.20USD
99+%

Structure: CAS Registry #: 124-04-9 MF: C,H,,0,

MW: 146.1

Suppliers: Aldrich
Alfa
Bayer
Dupont
Monsanto

Synonyms: Hexanedioic acid
1, 4-Butanedicarboxylic acid
Dicarboxylic acid C6

Key points

The MDL Available Chemicals
Directory provides access to pricing and
supplier information for nearly 400,000
research-grade and bulk chemicals.

The ACD database includes information
on product purities, forms, grades,
available quantities, and prices, along
with supplier and distributor contact
information.

Notes
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Launch the application and database

Your first stop for scientific
information and answers to
discovery guestions. With
bl DiscoveryGate, you're just one dick
— away from 3 wealth of information a
and| applications w %
— Select the MDL
palx Search | MDL: Compound Locator
multiple Subrnit a single query to access millions of structures and millions of associated facts in all
i ‘ dabises ‘ I R AR A i Database Browser
discover imim| atonce
gﬂg Search 7} MDLE Database Browser
e d‘?a.': ' Query an individual database: synthesis, bisactivity, physical property, metabolism,
rofa t‘igt!a"blaggs toxicity ar sourcing.
met| -
ent -
MDLE LitLink Direct
‘ Link to ‘ Link to over 20,000 journal titles and patent archives.
literature
i
- — Integrated Major Reference Works
‘ Review Review synthetic methods and learn about their scope and limitations
synthetic
methods
#Pharm
Browse Query and browse therapeutic agents, targsts, disardsrs and principles in the xPharm Select the
pharmacology | pharmacological reference database A D d t b
s CD database

[*=r Chemical Sourcing and Logistics Information

MDL® iwailable Chemicals Directory | (1) infermation

MDLE Screening Compounds Directony CD information

Key points Notes

e To begin, you will launch your internet

browser and enter the URL for
Discoverygate: www.discoverygate.com

e Log into DiscoveryGate using your user

name and password, and enter a
company number if prompted. Then

click go discover.

e On the DiscoveryGate home page, click
MDL Database Browser to launch the

application. A list of licensed databases
for your site will be displayed.

e Click MDL Available Chemicals Directory to
choose the ACD database.
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Select the search of interest

,:/?;} Draw Structure
i g Create a malecule structure or substructure query.

: Find Compouncs by Property
E?_Fﬂl:flit._l Search for compounds by specifying one ar mare
= properties.

Custom Search
Create your own property or structure query.

’j Import List
Create a query by importing a list.

Key points Notes

e You will be presented with the search
options shown above.

e The next section will discuss searching
using compound properties.
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Demonstration: Choose the ACD database

Login to DiscoveryGate. Then launch the MDL Database Browser and choose the
ACD database.

Login to DiscoveryGate

1. Launch your web browser.
2. Enter the URL, www.discoverygate.com.

3. Enter your user name and password, including the company number, if
prompted.

Ussrname

password

g0
ciscover

4. Click go discover.

Launch the MDL Database Browser and choose ACD
1. From the DiscoveryGate home page, click MDL Database Browser.

MDLE patabase Browser

] Se_ﬂ_mh Query an individual database: synthesis, bioactivity, physical
individual property, metabolism, toxicity or sourcing.
databases

2. From the list of databases, click MDL Available Chemicals Directory.

= Chemical Sourcing and Logistics Information

MDL & Available Chemicalsirectory (1) infermation

MDL & Screening Compounds Directory (i) infermation
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Property searching

discoverygate. ‘ MDL: database browser

Find in Field Index: next |7

ule
Structure

ACD Registry Numher
Chemical Name and Synonyms
Computed partition coefficient {loy
MDL Number i
Molecular Formula
Molecular Weight H
Molecular weight of largest fragm;
New Chemical .
MNumber of proton acceptors
MNumber of proton donors
Number of rotatable bonds
=] Rule of 5

Supplier Name

L LY

&

CAS Registry Number

Tofind a chemical with its exact CAS
Reqgistry Number, type the CAS Registry
MNurnber without Ieading zeros. For
example, to find taluene, type 108-88-3.

|To add data to your guery, double-click a field name in the Field Index to add it o the query. Then, specify the data criteria

#|To locate a field, click in the Find box and type part ofthe field name. The list scrolls to the field name that most closely
matches what you type. Click the Next button to search for the next field that meets the criteria

A|Tyour query contains several operators, we recommend that you use brackets 1o specify the order of search precedence, to
awnid ambiguity

MDL® Available Chemicals Directory

results reports

|To add a structure to your guery, click Draw Structure

You can retrieve compounds based on
associated data. In this section, you will
search using the CAS Registry Number.

Key points

Notes

e When you click Find Compounds by
Property, you are taken to the queries
page shown here.

o The data fields in the ACD database are

listed on the Field Index tab. You can

search using any field.

e When you click a field name, a

description of that field appears in the

help pane below the field index.

e You will be conducting a search using

the CAS Registry Number for a

compound.
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Search results

Search results 1 to 1 of 1 |

Return to Search Results Record# 1 of 1
Wiew in MOL Compound Locator — Set Sort| Wiew in MDL Compound Loeatar
Pages: 1 SelectAll Clear Al MDL® Available Chemicals Directory
Josmdlabie Data

ACD-3D ek n i sk 33 #0501 INATMAANAN 10 thi g

0
M.i\.ﬂ./““-w’“"f’ T Setcumentview a5 default

9 Substance (1) Suppliers (49)
Prices (4% Model (1}
Ui s Gouery

™ Solect current recard

Substance nue

™ Record#1 ACT) Reqisty Numbser 0
WD Ny MFCDO0004470
Pages: 1  SelectAll ClearAll CAS Registry Number 124049

o

= 1, &-BUTAMEDICARBOXYLIC ACID
= 1, B-HEXAMEDIOIC ACID

» 1 E-HEXANED] ACID

= ADIPIC ACID

= DICARBOXYLIC ACID C§

= FEMAZ011

» HEXANDIOIC ACID

» HENANEDIOIG ACID

Moleculas Formula CEHIDO4
Moleculas Weight 146141
Pouile of Five: L]

Compute partition coeflicent
{CLon

Bluhcula wevighl of Lagest
tragmeat

Humibier of proton accepors 4
Hurmitees of proton donors 2
Humabies of ratatabie bords (TOFy 3

023

e

Key points Notes

e When the search is complete, you will

see the search results presented on the
results page. The results are initially

displayed as a structure grid.

o In this example, only one compound was
retrieved.

e By clicking the Details link, you will see

the complete Substance data for the
compound.

e Under Available Data are links for Prices,

Suppliers, and Model.
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Catalog information

Supplier Catalog

ALDRIGH address

ADIP I,
Suonli - Foo
UPPIIErs tide BRN: 1208788
Chemical Name and Synonyims : EC NUMBER: 2046733
EVE IRRITANT
® 1, 4-BUTANEDICARBOXYLIC ACID FLAVORS AND FRAGRAMNCES PRODUCT
e 1, B-HEXANEDIQIC ACID HARMFUL S0LID
1.6-HEXANEDI ACID RTECE: AUB400000
ADIPIC ACID THIS CHEMICAL 1S IN THE EPA INVENTORY UNDER TSCA
ey el A e EIE R C IR Fine or Bulk Catalog number Package size Package price Purity

FEMA 2011 bulk Wi20110-3 1K USD 33.00 99.5+%
HEXANDIDIC ACID

.
.
.
® DICARBOXYLIC ACID CB
.
.
e HEXAMEDIOIC ACID

ADI-PURE(R) HIGH PURITY
BRMN: 1208788
Molecular Formula CEH10 04 DUFONT PRODUGT

ABCR n(:R() DRICH.FH EC MUMBER: 2046733
CHEMPACIFI{_CHMSRY-84 CRESCE| IRRITANT

EM-SCIENCE FISHER FISHER-UK FLH RTECS:AUB400000

Supplier List INTEGRA JARCHEM JLM JUNSEI KA | Fine or Bulk Catalog number Package size Package price Purity
MONSANTO NACALAI PENTA PFAL

SIGMA SOLUTIA SPECTRUM spect] | Tne a0 g CE B

VICKERS VWR WAKO fine 24,0524 100G USD 15,80 99+3%

fine 24,0524 500G USD 52.40 99+3%

ADFPURE(R) LGA
BRMN: 1208788
DUFONT PRODUGCT
EC NUMBER: 2046733
RTECS: AUS400000

Fine or Bulk Catalog number Package size Package price Purity
fine A2,B35-T 250G usD 740 99%
bulk A2,B35-T 1KG usD12.40 99%
bulk A2,B35-T IKG UsD 31.70 99%

Key points Notes

e By clicking the Suppliers link, a complete
list of suppliers for the compound is
added to the results page.

e By clicking any of the suppliers on the
list, you will see the catalog data for that
supplier.

e To see the supplier address, click the
address link next to the supplier name.
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Key points

Supplierinformation

Supplier Address
ALDRICH
Number
295,484
Entries '
Supplier Aldrich Chemical Company, Inc
Catalog Title |Handbook of Fine Chemicals and Laboratory Equipment 2003-2004, updates current as of April 2003
Headquarters Regions
800 558-9160
Phone
(414) 273-3850
800 862 9581
Fax
(414) 273-4379 EUROPE
Cable
MORTH AMERICA
Email aldrich@gsial. com
Internat ASI4 PACIFIC
MIDDLE EAST
Aldrich Chemical Company, Inc
1001 West Saint Faul Avenue —
Adidress
Wileraukes, wil 53233 Distributors
UsA ALDRICH - NORTH AMERICA
MEXICO usa CANADA
Type of General Research Chericals Phone 01 800 007 5300 Phone 800 558-9160 Phone 1 800 565 1400
Compounds Fax 0108007729920 (414) 273-3850 Fax 18002653858
Please contact nearest Aldrich su Email  mexicog@sial.com Fax 800 862 6581 Email canada@sial.com
your arder with a Customer Servic Address Sigma-Aldrich Quimica, S.A. : @ 4_) ELELTL) Address Sigma-Aldrich Canada Lid
\nformati and quantity desired. For new cust de CW. Email  aldrich@sial.com 2148 Winston Park Drive
ormation to shipment Aldrich i unable fo s Calle & Horts Nn_ 107 Address Aldrich Chemical Company, Oakyille, Ontarin LBH B8
firms. Far bulk arders, please rafe Fargue Industrial Taluca Inc. CANADA
2000 1001 Wiest Saint Paul
50200 Toluca Awenue
Most of the chemicals listed can b MEXICO Milwaukee, Wl 53233
Note listed in the catalog, Aldrich will co USA

Notes

The supplier address may contain other

links for contacting the supplier by email
or distributor information by region.
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Demonstration: CAS number search

Assemble

CAS Registry Nurnber s - |124.D;1.9
the query
[ start search
Start the
search
Search results 1 to 1 of 1
Wiew in MDOL Compound Locator  Set Sort
Pages: 1
View the s
search

results j\/\/\f

Details

Key points Notes

e In this demonstration, you will search
for a compound using its CAS Registry
Number.

e When the search is complete, you will
examine the catalog data for a specific
supplier.
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Demonstration: Search by CAS Number

Retrieve adipic acid using its CAS registry number, 124-04-9. View the catalog
data and supplier information for Aldrich.

Assemble the query

1. Click Find Compounds by Property.

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

2. On the Field Index tab, double-click the CAS Registry Number field.

l l

Molecule
Structure
ACD Registry Humber

AS Registry Number

Chemical Name and Synomyms

The query field for CAS Registry Number appears in the pane on the right.
You will use the default data operator, Contains.

3. Enter 124-04-9 in the target box.

Molecule
Delete

CAS Registry Number Contains ™ [124.049 Duplicate

Info

[ start search |

4. Click start search. The search results are displayed on the Results tab.
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view in MOL Compound Locator  Set Sort

ACD-3D

Details

View compound data

1.

Click the Details link below the compound structure. The default Substance

data is displayed.

MDL® Available Chemicals Directory

P

Use as Query
Substance (ics)
ACD Registry Number 4180
MDL Number MFCDO0004420
CAS Registry Number 124-04-9

Chemical Name and Synomms :

1, #-BUTANEDICARBOXYLIC ACID
1, B-HEXANEDIOIC ACID
1.6-HEXANEDI ACID

ADIPIC ACID

BUTARME-1, 4-DICARBOXYLIC ACID
DICARBOMYLIC ACID CB

FEMA 2011

HEXAMNDIOIC ACID

HEXAMEDIOIC ACID

Molecular Formula CEH10 04
Molecular Weight 146,141
Mumber of proton acceptors 4

Mumber of proton donors 2

Molecular weight of largest fragment |146.141
Rule of 5 0
Number of rotatable bonds 3
Computed partition coefficent {logp) |0.23

Available Data

Click on a link to add the Information to this page

™ Setcurrent view as default

Substance (13 Suppliers (49)
Frices (449) Madel {13
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View supplie

View catalog

rs

1. Under Available Data, click Suppliers. The list of suppliers is added to the
data display.

Suppliers ide)
Chemical Hame and Synomms :

* 1, 4-BUTAMNEDICARBORYLIC ACID
e 1, B-HEXAMEDIOIC ACID

* 1.6-HEXAMNEDI ACID

= ADIPIC ACID

* BUTAME-1, 4-DICARBOXYLIC ACID
« DICARBOMYLIC ACID CB

« FEMA 2011

 HEXANDIOIC ACID

* HEXAMEDIOIC ACID

Molecular Formula CEH10 04

ABCR ACROS ALDRICH ALDRICH-FF ALFA AVOCADO BAYER BDH CALEDON
CHEMPACIFIC CHMSRY-AS CRESCENT DR-EHREN E-MERCK EASTERN-CHEM

EM-SCIENCE FISHER FISHER-UK FLROCHEM FLUKA HAYS ICH INDOFINE-LR INTEGRA

Supplier List JARCHEM JLM JUNSEI KANTO KOKUSAN LANCASTER MALLINK MDA MONSANTO
NACALAI PENTA PFALTZ-BAUER PROLABO RIEDEL SACHEM SIGMA SOLUTIA
SPECTRUM SPECTRUM-B TCI-EUROPE TCLJP US-CHEMICALS VICKERS VWWR WAKO
Top of Page
data for Aldrich

1. From the Supplier List, click ALDRICH. The catalog data for Aldrich

View address

1.

appears.

Return to Previous Display  Return to Search Results

Supplier Catalog

ALDRICH address
ADIPIC ACID

FCC

BRMN: 1208733

EC MUMBER: 2046733

EYE IRRITANT

FLAYORS AND FRAGRAMNCES PRODUCT

HARMFUL SOLID

RTECS: ALlg400000

THIS CHEMICAL 15 IN THE EPA INVENTORY UNDER TSCA

Fine or Bulk Catalog number Package size Package price Purity

bulk W20,110-3 1KG IS0 33.00 99.6+%
bulk W20,110-3 5KG USD POA 99.6+%
bulk W20,110-3 10 KB USD POA 99.6+%
fine W20,110-3 1 SAMPLE IS0 20,00 99.6+%

information for Aldrich

Click the address link next to ALDRICH. The address information appears.
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Return to Previous Display  Return to Search Results

Supplier Address
ALDRICH

::{::';'zr 27,524
Supplier Aldrich Chemical Campany, Inc.

Catalog Title |Handbook of Fine Chemicals and Labaratory Equipment 2003-2004, with updates current as of 11/03
Headquarters Regions

800 558-9160

Phone (414) 273-3850
8005962 9591
Fax
(414) 273-458789 EURCFE
Cable SOUTH AMERICA
NORTH AMERICA
Email aldrichg@sial.corm AFRICA
Internet ASIA PACIFIC
MIDDLE EAST
Aldrich Chemical Campany, Inc.
Address 1001 West Saint Paul Avenue
Milwaukee, Wl 53233
LSA
Type of General Research Chemicals
Compounds
Flease contact nearest Aldrich supplier. Aldrich has no minimum order charge YWhen placing your order
with & Customer Services representative, please specify catalog number, unit size and guantity desired.
Information For new customers, Aldrich may require that an account be set up prior to shipment. Aldrich is unahble to
ship products to individuals not affiliated with institutions or firms. Faor bulk arders, please referto Sigma
Aldrich Fine Chemicals, 800 336-9719
Most ofthe chemicals listed can be supplied in larger guantites. Ifyou require a chemical not listed in
Note the catalog, Aldrich will consider making it a5 a customn synthesis.

View prices from multiple suppliers

Click Return to Previous Display. The catalog data is displayed.

Click Return to Previous Display. The details page for adipic acid is
displayed.

Click Top of Page.

Under Available Data, click Prices. The price information from all available
suppliers is added to the details page. In this case, there are 49 records.
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Prices (ide

Catalog Humber
AV13T05
AV13T05

A13T05

Catalog Humber
10281-0050
10281-5000
10281-0010
10281-0025

10281-0030

5. Click hide next to Suppliers to remove the supplier list from the details page.

ABCR (1 0f 49)

Package Size

1.00 K3 EUR 11.00
5.00 KB EUR 43.50
25.00 KB EUR 193.20
ACROS
Package Size Package Price
50G UsDa.40
500G s 10.30
1KG s 12.40
25KG USD 27.60
IKG IS 47.14

Package Price

Purity Other Info
99% 124-04-9
a9% ADIFIC ACID
1. EINECS: 204-673-3
99%
(2 of 49)
Purity Other Info
99% | 124-04-9
gg% | ADIPIC ACID
1. AVAILABLE IN USA AND EUROPE
88% 2. EINECS: 204-673-3
99% 3. RTECS: AU8400000
4. TSCALISTED
99%
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Saving, printing, and copying results

queries result reports MDL® Available Chemicals Directory
['copy to report | export |page setup [print |save
Find in History: [next | Top of Page =
Flzl e .
EHE> Today's Searches Prices (hice)
jSearch #1 - 1 hit ABCR {1 0f 49)
{3 Previous Searches Catalog Number Package Size Package Price | Purity Other Info
Saved Searches
A13705 1.00 KG EUR11.00 99% 124-04-9
A13705 6.00 KG EUR 4250 99% ADIPIC ACID
1. EINECS: 204-673-3
AV13705 25.00 KG EUR 183.20 99%
ACROS (2 of 49)
Catalog Number Package Size Package Price | Purity Other Info
10281-0050 850G UsD 9.90 99% 124-04-9
10281-5000 500G USD 10.30 8gw || ADIPIC ACID
1. AVAILABLE IM USAAMND EUROPE
10281-0010 1KG usD12.40 99% 2. EINECS: 204-673-3
10281-0025 250KG 15D 27 50 89% 3. RTECS:AUS400000
4. TSCALISTED
10281-0030 IKG usD 4714 99%
[=1= 12z ][~E ALDRICH (3 of 49
Catalog Number Package Size Package Price Purity Other Info
Click Details to view the details of
aspecific substance. Scroll the ADIPIC ACID
data and click the data that you want 1. FoC
toview. To return to the result sel, W20,110-3 1KG USD 32.00 99.6+% | 2. BRN 1208788
click Return to Search Results. 3. EC NUMBER: 2046733
4. EYE IRRITAMNT
Usethe check hox by each resultto & £l AADS ARF EDAGDARCES BEARICT

You can print the information directly or copy it to a report.

Key points

e When the search is complete, the results
are displayed on the results page.

e You can print directly from the results
page by clicking print on the top menu
bar.

e Or, you can copy the information to a
report by clicking copy to report.

o By displaying additional information
and then clicking copy to report, you can
append the new information to the
current report, or create a new report.

e You can view your report by clicking the
reports tab.

Notes
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Demonstration: Creating a report

W ‘You can copy to the report a maximum of 500
records at one time.
Copy current data to Sotoct oy

a new report

() Create new report

(® Append to Taday's Report - Report #1

| Select copy result level

Display additional data

() View search results in report

(8 View detail results in report

Using detail-view as the template for each record

rSetthe range of copy-toreportrecords |

) Al records

Append data toreport

® Current result page

() Specify records

Enter the record index numbers and/or record ranges,
separated by commas. For example, 1,3,5,7-10

[C] Wiew report now

View the report online

queries results slelgs:

Key points Notes

e In this demonstration, you will copy to a

report (and append as needed) the
substance data, catalog data, and

supplier address, and then view the
report.
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Demonstration: Create a report

Copy supplier and price information to a report and view it online.

Create a report

| 1.

With the Substance and Prices information displayed on the details page, click

copy to report on the top menu bar.

Click OK to create a new report.

il Copy to Report x|
You can copy to the report a maximum of 500
records at ohe time.
Select copy destinati

(® Create new report

~Select copy result level
) View search results in report

(@) View detail results in report

Using detail-view as the template for each record

—Set the range of copy-to-report records
3 All records
(®) Current result page

) Specify records

Enter the record index numbers andior record ranges,
separated by commas. For example, 1,3,5,7-10

| [ View report now
1

OK | | Cancel

Click the Suppliers link. Click the link for ALDRICH to display the catalog

data from Aldrich only.

Click copy to report.

Click OK to append the catalog data to the current report.
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Copy to Report x|

You can copy to the report a maximum of 500
records at one time.

~Select copy destination
) Create new report

i® Append to Today's Report - Report #2

~Select copy result level
i) View search results in report

@) View detail results in report

Using detail-view as the template for each record

~Set the range of copy-to-report records
3 All records
(@ Current result page

) Specify records

Enter the record index numbers and/or record ranges,
separated by commas. For example, 1,3,5,7-10

[_] iew report now

OK | | Cancel

6. Click the address link next to ALDRICH.
7. Click copy to report.

8. Click OK to append to the address information to the current report.

View the report

1. Click the reports tab to view the report. To print the report, click the print
button on the top menu bar.
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Skills summary

In this section, you learned how to:

O Conduct a property search
O View catalog information
O View supplier information
a Create a report

Key points Notes

e In this section, we used the CAS
Registry Number as the field to search.
You can use the same search technique
to search any of the property fields in the
ACD database.

e You viewed the details for the
compound of interest, and learned how
to add and hide additional information
on the page (Suppliers, Prices).

e Using page links, you were able to view
catalog data for a specific supplier, and
the supplier’s address.

e You learned how to copy the displayed
information to a report, including how to
append information to an existing report.







Structure searching 3 - 1

Structure searching

Exact Substructure Similarity
Retrieves exact match Retrieves molecules Retrieves molecules
of the structure query. that contain the that have general
embedded substructure. features in common.
Alternatively, select: All open valences are Can retrieve molecules
Include Isomers sites for possible not retrieved by a
Include Tautomers substitution. substructure search.
Include Salts Query features can be

added to specify allowed
structural variations.

OYO

A/

Key points

When searching by structure, you have
the search options listed above.

To retrieve an exact match of your query
structure, choose Exact. To allow
specific variations, you can instead
choose Include Isomers, Include Tautomers,
or Include Salts.

To find a class of compounds that
contain a substructure of interest, choose
Substructure. All of the molecules
retrieved will contain your query as a
substructure.

To find compounds that are structurally
similar to your query, but do not
necessarily contain all of the same
components, choose Similarity.

Notes
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Demonstration: Exact search

Structure
Draw the
query and
select the
search type

Select Search Type:

Exact -

An Exact Match search finds
maoleculs records that match
wour structure guery exactly .

Start the | start search
search

Search results 1to 1 of 1

Pages: 1 SelectAll Clearall
View the w00
search o =
results > Q
I Record#
Key points Notes

In this demonstration, you retrieve
benzoic acid from the database using the
exact structure as a query.

You will draw the query in MDL Draw,
and then transfer it to the queries page in
MDL Database Browser.

The search type is Exact.
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Demonstration: Exact match search

Conduct an exact match search for benzoic acid. View the compound details.

Choose the Structure field
] 1. Click the queries tab. Then click clear query. Go to Step 2.
—Or—

| Click new query in the top menu bar. Then click Draw Structure. Go to
“Draw the structure query” below for continuing instructions.

2. On the Field Index tab, double-click Structure.
3. In the query pane, double-click the Structure box.

Structure Select Search Type:

| Automatic - |

Double-click in this box
to edit structure

| start search |

The MDL Draw window opens.

Draw the structure query

@ 1. In MDL Draw, click the benzene ring template in the top tool bar.

2. Click the drawing area. A benzene ring appears.

j'Y,s' 3. Click the All-Purpose Drawing Tool on the side tool bar.
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4. Drag from the atom sites to draw the bonds in the carbonyl group.

5. Click one of the single bonds to change it to a double-bond.

6. Right-click a terminal atom and choose Atom Symbol. Click O to signify
oxygen. Repeat to place the other oxygen atom.

0]

Dane 7. Click Done to transfer the structure to the structure query box.

Conduct an exact match search

1. Choose Exact as the search type.

Structure Select Search Type:

| Exact -
@j ’

Searchin Compound Locatar
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2. Click start search. The search results are displayed on the Results page.

ACD-30

[ Record#

View compound details

Details

1. Click the Details link.

MDL® Available Chemicals Directory

O: :
o]
Use as Query
™ Select current record

Substance (ide

ACD Reugistry Number

MDL Humber

CAS Registry Number

Chemical Name and Synommns :

Molecular Formula

Molecular Weight

Rule of Five

Computed partition coefficent (CLogP) | 1.87

LGC (2408)
LGC' (2606)

LGC' (4003)

ACIDUM BENZOICUM
BENZENE CARBOMYLIC ACID
BENZOIC ACID
CARBOXYEENZENE
DRACYLIC ACID

FEMA 2131

PHENYLFORMIC ACID

CTHEOZ
122122

i

Molecular weight of largest fragment
Humber of proton acceptors 2
Number of proton donors 1

Number of rotatable bonds (TDF) 1]

1286
MFCDON002393
65-85-0

122122

Available Data

Click on & iink to add the information to this page

[T Set current view as default

Substance (1) Suppliers (B7)
Frices {67) hodel (13
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Demonstration: Substructure search

Structure Select Search Type:
Draw the ||Substructure v||
query and & Molecule Substructure

zearch finds malecule records
that cortain your gquery as a
substructure whally within a
larger structure.

select the
search type

Start the  start search
search

Search results 1 1o 12 of 53

iew in MDL Compound Locator — Set Sort

View the Pages: 1 2 3 4 5 NEXTPAGE
SeaI'Ch ACD-3D ACD-3D

results i . i

Details Details

Key points Notes

e In this demonstration, you will retrieve

compounds that contain benzoic acid as
a substructure.

e You will add query features in MDL

Draw that specify halogen substitution at
the 2-position, any heteroatom at the 6-

position, and prevent any other
substitution on the ring.

e The search type is Substructure.
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Demonstration: Substructure search

Conduct a substructure search to retrieve benzoic acids with a halogen at the 2-
position and any heteroatom at the 6-position.

Refine the structure query

] 1. Click refine query on the top menu bar. The previous query is displayed.

Structure Select Search Type:

| Exact - |
@jo

2. Double-click the structure query. The structure appears in the MDL Draw
window for modification.

Prevent unwanted substitution

1. In MDL Draw, click the All-Purpose Drawing tool. Then shift-click to select
the atom sites where you do not want substitution to appear.

0

2. Right-click one of the selected atoms, and choose Number of non-hydrogen
substituents. Then choose As drawn.

0

CENX oY

C) =
CE)
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Specify a list of allowed atoms

1. Drag from the 2-position to draw a single bond.

(01Cy]

2. Right-click the terminal atom, and choose Allow these atoms > Atom List.

3. Click the atom symbols F, CI, Br, 1.

E’z Atoms allowed B}
Click elements to add to list:

B [1]
Li | Be Bllcln|o ||N7_e
Na|| Mg allsil el s ||.£\.__r

oo
wllle
o] o

La |[Ce || Pr || Md || Prm || S| Ew |(Gd || Th (| Dy (| Hoof| B ff Tee || Sl f| L

K| Ca||Sc| Ti || % || Cr||Ma|| Fe|[ Col| Mi | CullZn||GalGe||As

Rhafl Sr ([ % (| Z¢ ||k | Mo || Te | Ru || Bh (| Pd || S Cd)| 0 Shif Sk

Cz| Ba Hf || Ta || v Re|Cs || Ir || Pt || Aw|Hal|l TI | Ph | Bi

Fr || Ra

Ac | Th [ Pa || L || Mg || Pu || A (| Cen | BE | C | Es || Fro || Md || Ma| Lr

| OK | | Cancel

4. Click OK.

(0]
CE TN Os")

CE  [F,CLB]

Specify heteroatom substitution

1. Drag from the 6-position to draw a single bond.



Structure searching 3 -9

2. Right-click the terminal atom, and choose Allow these atoms > Any atom

except H or C (Q).
Q (0]

ﬁ(s*) N o 18]

Ce) =

C&  [F,CLBr]

Dane 3. Click Done to transfer the modified structure to the structure query box.

Conduct a substructure search

1. Choose Substructure as the search type.

Structure Select Search Type:
| Substructure -

2. Click start search. The search results are displayed on the Results page.
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Pages: 1 2 3 NEXTPAGE SelectAll Clear All

ACD-3D

o

F
Details

™ Record#

ACD-3D

Details

™ Recordid

ACD-3D

C
Details

™ Recordiz

ACD-3D

Cl Il

Details

[T Recordis

ACD-3D

o

c
Details

™ Record#3

ACD-ED

: A

u]
Details

[T Record#f

3. Click the links for pages 2 and 3 to see all of the compounds retrieved.
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Demonstration: Sorting results

. Set Sort Z|
Specify
SO rti n g 1. Select Sort Fields 2. Sort Instructions

Double-click & field index entry to add it to the Sort Untitlest

H H Instruct
1] Stru ctl ons . Sart each MOL ky molecular weight (Ascending) IRt

@ lascending o ) Descending or. instructions:
Sorting 1
i [wor - %

B—moL E
molregno

MOLFORMULA Clear &1l | Save | [Saveds)
molecular.weight

—E MDLNUMBER 3. Save Sort Instructions

MOLNAME Double-click the saved sort instruction ist to view i
bulk fine in the Sort Instructions area

new.chemical
HACCEPTORS
HDONORS
MOLWEIGHT_FRAG
RULES

L ane

ok | [cancel|

. Flall iz
Retrl eve Today's Searches

(5 Search #1- 1hit

previous ) Search #2. 1hi
(unsorted) f
I'eSU|tS Previous Searches

{1 Saved Searches

Key points Notes

e Using the results of the substructure
search, you will sort the compounds by
ascending molecular weight.

e After viewing the sorted search results,
you will retrieve the previous (unsorted)
search results by using the list of Today’s
Searches on the History tab.
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Demonstration: Sorting search results

Sort the search results by ascending molecular weight. Then redisplay the
unsorted search results.

Specify sort instructions
1. Click the link for page 1 to return to the first page of search results.

Search results 1 to 12 of 27

view in MDL Compound Locator  Set Sort

Pages: 1 2 3 NEXTPAGE SelectAll Clear All

ACD-30 ACD-30 ACD-30
F F c
ad ad ad
F C C
™ Record# ™ Record#2 ™ Record#3

2. Above the structure grid, click Set Sort.

3. Double-click the molecular.weight field. The sort instructions appear in the
Sort Instructions box.

Set Sort X

1. Select Sort Fields 2. Sort Instructions

Double-click a figld index entry to add it tothe Sort Urtitled
Inztructions.

Sart each MOL by molecular weight (Ascending) Re-ordering
instructions:

1]
4]

(® ascending or... ) Dascending or..

Sorting

each | MOL hd

E—oL []
molregno
MOLFORMULA Clear 8l [ Save | [Savess

—= MDLNUMBER 3. Save Sort Instructions

MOLNAME Double-click the saved sort instruction list to vigw i
By bulkfine = inthe Sort Instructions area

— new.chemical
HACCEPTORS
HDONORS
MOLWEIGHT_FRAG
RULES

LI rnr

£l

OK | [Cancet |
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4. Click OK. The sorted search results are displayed in the structure grid.

Search results 1 to 12 of 27

wiew in MOL Compound Locator — Set Sort

Pages: 1 2 3 NEXTPAGE SelectAll Clear All

ACD-30 ACD-30 ACD-30
o] O o] F
F. o F
d
¢
™ Record#l ™ Record#2 ™ Record#3
ACD-3D ACD-3D ACD-3D
F o o
1L
e T o o cl M
|
MC%“‘C)C \F T
Details Details Deetails
™ Record#d ™ Record#s ™ Record#B

Retrieve the previous search results

1. On the History tab, under Today’s Searches, double-click the previous search
results list (in this case, Search #4).

FETIeS ]

Today's Searches
Search #1 - 1 hit
Search #2 - 1 hit
Search #3 - 1 hit
Search #5 - 27 hits
FHZ] Previous Searches
H1 Saved Searches

The previous (in this case, unsorted) search results are displayed.
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Skills summary

In this section, you learned how to:

O Conduct an exact search

O Conduct a substructure search
O Sort search results

O Retrieve previous search results

Key points Notes

You learned the basic techniques for

conducting a structure search. We
conducted an exact search and a

substructure search.

We introduced some substructure query
features that you can use to refine your

search requirements. You can read more
about this topic in a 23-page Request-A-

Document available through the online
help (click search types > Molecule

Substructure from the help index).

You learned how to sort search results
and retrieve previous search results.
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Workshop description

Scenario

Tasks

The following descriptions explain the goal of the workshop.
If you like to figure things out on your own, use the
descriptions to perform the necessary tasks. If you prefer step-
by-step instructions, go to the page listed below the
description.

Search for compounds that contain the imidazole substructure
and have a molecular weight less than 120.

73

View the details for a compound of interest. Create a new
report that contains the substance data, catalog information for
a specific supplier, and the supplier address.

e Specify the substructure search query. Add the Structure
field to your query. Draw the imidazole substructure.
Choose Substructure as the search type.

e Specify the molecular weight query. Add the Molecular
Weight field to your query. Choose < as the data operator,
and enter 120 as the target value.

e Conduct the combined search. Verify that the logical
operator is AND. Start the search.

e View details for a particular compound. After the search is
complete, view the Details page for one of the compounds.

e Create a report with the desired information. Display the
substance data, catalog information for a specific supplier,
and the supplier address. Copy the information to a new
report. View the report.
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Specify the substructure search query

| 1. Click the queries tab. Click clear query on the top
menu bar to clear the previous query, if any.

2. Double-click Structure from the Field Index. Then
double-click the Structure box.

@ o & 3. In MDL Draw, draw imidazole using the
. cyclopentadiene template and the All-Purpose
Drawing tool.

4. Click Done to transfer the structure to the Queries page.

5. Choose Substructure as the search type.

Structure Select Search Type:
| Substructure -

v

Specify the molecular weight query

1. Double-click Molecular Weight from the Field Index.
2. Choose < as the data operator.

3. Enter 120 as the target value.




Workshop

Maolecular Yveight

< h 120

Conduct the combined search

1. Verify that the logical operator between the structure
query and the molecular weight query is set to AND.

Molecule
Structure Select Search Type:
Substructure -
¥
Search in Compound Locator
AND * MalecularWieight = - |1QD
| start search |

2. Click start search.

View details for a particular compound

When the search is complete, the search results are displayed in

the structure grid.

ACD-3D ACD-3D ACD-3D
N —
@ e Y
=y \\/‘l ~
Details Details Details
™ Record# ™ Record#2 ™ Record#3
RCD-3D ACD-3D ACD-3D
s}
I&\ | N/\>7
D o LN S,
T M
D
Details Details Details

™ Record#4

™ Record#s

™ Record#e
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1. Click Details below a structure of interest. The
Substance data is displayed by default.

Create a report with the desired information

| 1. Click copy to report on the top menu bar. Click the
radio button for Create new report, if needed. Click
OK.

il Copy to Report x|

You can copy to the report a maximum of 500
records at one time.

~Select copy d
@ Create new report

1 Append to Today's Report - Report #2

~Select copy result level
) View search results in report

(@) View detail results in report

Using detail-view as the template for each record

~Set the range of copy-to-report records
3 All records
@ Current result page

) Specify records

Enter the record index numbers andior record ranges,
separated by commas. For example, 1,3,5,7-10

| [0 Wiew report now
1

OK | | Cancel

2. Under Available Data, click Suppliers.

Available Data

Ciick on & iink to aad the information to this page

[ Setcurrent view as default

Substance (1) Suppliers (28)
Prices (2a) Madel {13

3. From the list of suppliers, click a supplier of interest.
The catalog data for that supplier is displayed.
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Click copy to report. Click OK to append the catalog
data to the current report.

Copy to Report x|

You can copy to the report a maximum of 500
records at one time.

~Select copy destination

) Create new report

i® Append to Today's Report - Report #2

~Select copy result level

i View search results in report

@) View detail results in report

Using detail-view as the template for each record

~Set the range of copy-to-report records
) All records
(@ Current result page

) Specify records

Enter the record index numbers and/or record ranges,
separated by commas. For example, 1,3,5,7-10

[_] Wiew report now

OK | | Cancel

Click address next to the supplier name. The address
information is displayed.

Click copy to report. Click OK to append the catalog
data to the current report.
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