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Introduction 1-1

MDL

MDL CrossFire
Generic Searching

Key points Notes

« Welcometo the MDL CrossFire Generic
Searching course.

e Inthismodule, you will search the
Bellstein database using factual,
structural, and reaction queries.
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You should be able to:

Locate and use features of the new interface
Access individual and multiple databases
Conduct basic structure and reaction searches
Conduct keyword searches

Conduct physical or chemical property searches

Control the AutoSearch feature

U OO0 0000

Navigate search results, use hyperlinks, and the
“Tree View”

Key points Notes

o The prerequisites for taking this course

are that you know all the topics outlined
inthis slide.
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Module objectives

O Draw structural queries including predefined and
user-defined generic groups

O Conduct a search using a query with predefined
generic or user-defined generic groups

O Specify the frequency of user-defined generic
structures

O Conduct searches specifying stereochemistry

O Save, export and print results

Key points Notes

e Inthismodule, you will learn how to use
query features applied to atoms and
bonds.

e Youwill learn how to create user-
defined atom lists and user-defined
generic groups.

e Youwill learn how to specify the
frequency of multiple user-defined
generic groups.

e You will learn how to apply
stereochemical features.
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Elements included in Belilstein

| 1a [ la 6] B[ Wb [WVIB[VIB. Wil | Ib [1Ib ] llla]lVal Va [Wlalvilahlld

,_
& |~ el

=
o

Q Literature 1771 - 1979
In addition to carbon, all elements of the periodic table are allowed.

Q Literature abstracts > 1979
All carbon compounds which contain those elements highlighted
in the periodic table above are allowed.

Key points Notes

e From 1771 to 1979 all carbon-containing

compounds are allowed.

e Since 1980, only carbon-containing
compounds that also contain B, Si, N, P,

As O, S, Se Te F, Cl, Br, I, H, Li, Na,
K, Rb, Cs, Mg, Ca, Sr, Baare allowed.
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Beilstein database structure

—|--Beilstein(2004/02)
—|---Basic Indexes
All BRNs
All Chemical names
All Chemical name segments
Substance Basic Index

Reaction Basic Index
Citation Basic Index

EcoPharm Basic Index
Bibliographic Information
Substance Identification
Chemical Properties
Physical Properties

H

Pharmacological and Ecological Data

Key points Notes

e Thisisthe structure of the Beilstein
database. Every compound in this
database has structure and identification
data.

e Basic Indexes are available to conduct
keyword searches. There are seven
indexes: All BRNs, All Chemica names,
All Chemical name segments,
Substance, Reaction, Citation, and
EcoPharm.
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User interface

22 MDL CrossFire Commander - [Query for Server default]
ﬁ e Edit Task VYiew Options Query Help

Iv Show Help for Search Fields

—

ﬁ MDL. CrossFire Commander Query ‘ Results | Reports| Alerts > Tabbed
i]uel_u H\.zl.:-l_u I:.I;n:-n. D‘L‘lr:-r],‘ | I_i-— micture fo r m S
Search Field Name in Hierarchy: 7 || Query Builder 7 |Searchin: Beilstein[2004/071)
~| “Find Free Sites 5 [ Steren:
I~ hetero stoms i =
Fredsfined Search Foms | Hitsels | [ al stoms °
Queries | Seach: 1 Allow:
= Belstein(2004/01] @ asstuctue || [ salts
- Basic Indeves " a5 rsactart I~ addl rings
- Substance [ - [ icotopes
41 Biblographic Information 2 [ chages
% Asferences @ asreagent/ By
- Chemical Data B o | :
+ Physical Data | E
+- Phamacological and Ecolagical Dats Clear Structure | Extended Options_|
Structure/Reaction query builder
Datastructure
Tree
and =] Search All Text 2 ¥ Tuncate. | Clear Ted | Factual
| £ |
and  -| Search Fields Advanced Search | Cloar Tabie w | q u ery
<~ Select (and edit) Search Form, Search Field, Query, or Hitset from left box and append ta query I b ul | d er
£ |3

Sets search context

v

1
Search Contest [Substances < |w|

Launches search

Key points

The CrossFire Commander has two
distinct areas that can be used to create
gueries. They are the Structure query
builder and the Factual query builder.

The Structure query builder displays the
structure query and its options.

The Factual query builder has two
components: a Search All Text option
and a Search Fields option.

The Search All Text option allows you
to enter atext query that will be searched
over all the availabletext fields. The
Search Fields area allows you to enter
one or more data constraints.

Notes
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