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1 General

1.1 Starting MDL CrossFire Commander 7

e To start Commander from whichever platform you are using: double click the icon on your
desktop or select in the Windows start menu “Programs:MDL CrossFire Commander 7”

-

S

Set Program Access and Defaulks

2000 Professional

MOL CrossFire Commander 7.0 # @ MDL AutoMom Help

Programs (5§ MDL ISIS Draw 2.5 Standalone  » & T i
Diocurnents S B MOL CrossFire Commander 7.0

- 2 er Help
Settings g ‘ M D I ﬁ MOL CrossFire Dakalink

&) MOL Gmelin Reference Guide

Search L
Help

Rur...

&% TQ#HEDL

(Windows

Log Off rook, ..

Shut Down. ..
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1.2 Overview

;4' MDL CrossFire Commander - [Query for Server sorking]
ﬁ File Edit Task Wiew Options Query Help

ﬁ MDL. CrossFire Commander

MIELT Results | Reports | Alerts

AutoHom

=101 x|
=181 =]

Cuery Histony |

Test in the Formes:

| Open Quemn |

Search Fields

- Bibliographic Data

- Reaction D ata
- Phyzical Data

- Subzstance |dentification Data
- Muolecular Formula Search

- Spectroscopic Data

- Pharmacological Data
- Ecotowicological D ata
- Solubility 0 ata

F
x| _ Find |
Quenes I
Hitzets |

Sort Entriez above

| Clear Query |

Query Builder

|Select Databaze|

| Drraws Structure |

? |Search in: Beilstein(2003/04,Upd.02)

Structure/Reaction Search
Double click to enter the Structure/Feaction editar.
Right click to copy ar paste the structure.

Iand vI Search All Text 2

— Free Sites: 2| [ Sterea 2
[ hetero atams off -
[ all atoms

— Search: - — &l
% asstucture [T sals
" as reactant r fa'j':"' nngs
- r lzobopes

as product ™ chages
€ azreagent! [ radicals
as catalyst/ ™ mistures
as solvent [T relat barkuszk

Clear Structure

Extended Options_ |

| Truncate...

Clear Text I

Iand vI Search Fields 2

¢-- Select [and edit] Search Faorm, Search Field, Queny, ar Hitzet from |eft box and append to gueny |

Advanced Search I

=

Clear Table W I

Search Contest

Subztances

~] StartSearch]

|For Help, press F1

lidle
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1.3 Connection

To access the CrossFire Server a profile has to be available which includes information about the Server, and a UserID/Password.

Note: these settings may have been automatically done already by your administrator!

To create a profile select Options:Define Server Profiles...

| Options  Query  Help
Select Structure Editor, ..

Define Structure/Reaction View. .

default.prf

Define Preferences. ..

Select

Connect to Server defaulk
Discanmect from Server defaulk

Define Server Prafiles, ..

View Setver Communication. ..
Check Server Connection k

Cloze

Register Products, . /
Change the Group Mame...

Create a new profile or edit an existing profile

Page 3 of 58
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Enter the server information (ask your administrator for details if needed).

MDL CrossFire Server Profile [unnamed.prf] x| MDL CrossFire Server Profile [unnamed.prf] |

Server  Communication |5|:ri|:utE|:|ih:|r|

Server |E-:ummuniu:atiu:un I Script Editor I

— Port
Iunnamed.prf j ™ Forget userid/password for the server Part Part Nurnber Igum
[ Inhibit paszword change for the server
— Communication product infarmation
e Info about loaded YWindows Socket DLL:
Huost I_I,I-:uur.serverl Werzion = 1.1
MaxSock = 32767

Dezcription = wWinSock 2.0
SystemStatuz = Bunning
Wendorlnfo = <not available:

— Firewall
Firewall parameters |

[T | Connect via Firewall

] 4 I Cancel f | ok, I Cancel |

Server information Communication parameter if needed

Page 4 of 58



E — MDL CrossFire Commander 7.0

Process of Invention

MDL

To connect to the CrossFire Server please choose “Options:Connect to server <name of your profile>" S
Opkions  Query  Help

You can also use the “Connect”’-Button Seleck Structure Editar, ..

28 MDL CrossFire Commander - [Query, no Server connected] Define Structure/Reaction View, ..
ﬁ File Edit Task Wiew Options Query Help Define Preferences...

ﬁ MDL. CrossFire Commander

Cluery History | [ Open Query| Save Query | Print Quemn | Clear Quer, | Connect

[_:I:I nEe |::t Wiew Server Communication, ..

Conneck ko Server defaulk

| Drraw Stucture | | Disconneck from Server defaulk

Define Server Profiles, ..

Check Server Connection 3

Feqgisker Producks. , .
iZhange the Group Mame.. .

On first logon you will be prompted for your user ID and password

Server User ID and Password |

Logon to MOL CrozzFire semer

Host oL Server

! Check here to save your User ID / Password
Uszer ID Uszer 1D for automatic logon
Password i

pazawornd...

ave uzer id and pazzword

] Cancel |
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If you want to change your saved User ID/password select “Options:Define Server Profiles...” and select the profile for which you want to
change your credentials.

Check here to get prompted for User ID and Password

MDL CrossFire Server Profiles, selected EI MDL CrossFire Server “rofile [C:hProgram Files' XFEG2! El

5 Server IEDmmunicatiDn cript Editor I
default.
- .
Idefault.prf j ¥ Forget user id/password for the server
[ Inhibit password change for the server
> . Host
Hiozt I_I,u:uur ZEMVEN
Lock..
Help.

] I Cancel
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When Commander is closed it will offer to save the parameters of your current session for automatic setting :

MDL CrossFire Commander

Clogzing thiz application will terrminate your MOL CrozsFire
zezzion and delete all zezzion hitzets. Terminate pour
segEion?

W &utomatically connect to the curment server for the next
SEEEI0N,

M I Help Tes

Click here to close Commander

Check here to get automatically connected at the next start of Commander

Page 7 of 58
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2 Query
2.1 Select the Database

;G' MDL CrossFire Commander - [Query for Server internl ]

ﬁFile Edit Task Wiew Options Query Help

ﬁ MDL. CrossFire Commander

Buery Histary Open Query

Search Field Mame in Hierarchy:

| >| __Find |

Hitzets
[ueres

Predefined Search Forms I

= Beilstein[2002/11)

¥ Basic Indexes

- Biblingraphic Information

- Substance |dentification

- Chemical Properties

- Phwsical Properties

- Pharmacological and Ecological Data

EE

¥ Show Help far Search Fields

LN Results | Reports | AutoHom

Clear Query | Select Datal

tructure

=101 %]
=181

Query Builder

? |Search in: Beilstein(2002

Stiucture/Reaction Search

Double click to enter the Structure/Feaction editor,
Right click to copy or paste the structure.

e Sites 2 Stereo:
[~ hetEmeeslgms
[T &l atoms
—Search: - — Allow:
& agshucture [T calts ™
 as reactant r &ddl. rings
- 1zotopes
" &z product ™ chages
a2z reagent! [ radicals
ax catalyst! [T miztures
as zolvent [T relat Markush

Clear Structure

| " Extended Options |

and =| Search All Text ? [T Truncate... | Clear Text |
| -
and  =| Search Fields ? Advanced Search | Clear Tahlz W |
¢~ Select [and edit] Search Form, Search Field, Queny, or Hitset from left box and append to query |

Search Contest | Substances

~| Start Search |

|F|:ur Help, press F1

Select Databaze

Click this button to
select one or more
databases for your
search.

If you are not
connected, this
button will look like

Connect

Clicking this button
will connect you and
open the Database
Selection

Page 8 of 58
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The Database Selection Window allows you to select one or more databases for your search

Select databases to be searched

—Pleaze check one ar more databases:

P eilstein[2003/03)

Available Databases
check the Checkbox to select

D]

— Pleaze nate:

Uzer '

MOL CrozzFire Server Software, VYerzion 5.0 [Build 13]
Copyright [] MDL Infarmation Systems GmbH 1936,2002
Current databaze iz 'BS0303AE" with 8773343 compounds.

Beilztein Data: Copyrght [2] 1988-2003, Beilztein Instituk zur
Foerderung der Chemizchen YWizzenzchaften icensed to
Beilztein GrbH and MOL Information Systems GmbH. All
rights reserved.

Avalable contests "'SRC' [Substances, Beachons, Citationz].
Current contesxt 'S',

Drata Structure; #faecoy.dst, VYersion: 4.06

" nghtz 'R’ [&ll. Read, Haone].

Information about the selected Database

[

avallable in ohe databaze only are hidden.

If your have zelected multiple databases, the tree “All Search Fieldz" offers only fields commaon to all databases. Fields

Cancel

Help...

ak |

Page 9 of 58
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2.2 Working with the Query Pane

Structure Search

Three Structure Editors can be used to draw a structural query for use in MDL CrossFire Commander 7.0: The CrossFire Structure Editor,

ISIS/Draw 2.5 and MDL Draw.

To select the Editor of your choice please use the menu “Options:Select Structure Editor...”

| Options Query Help

elect Struckure Editor, ..

Define Structure/Reaction Yiew. ..

Define Preferences...

Zanmeck bo Setver inkernl
Discannect from Server internl
Define Server Prafiles. ..

WYiew Server Communicakion. ..
Check Server Connection

Reqgister Producks, .,
i_hange the Group Mame. .

Select structure Editor

— Structure Editars
' MOL SIS Dirav
™ MDL Draw [pozsibly not installed)

™ MOL CrozsFire Structure E ditor

Cancel Help...

k.

& For individual guides to the structure editors please visit http://www.mdl.com

Page 10 of 58
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2.2.1 The structure query formulation

Structure/Heaction Search
Dauble click ta enter the Strocture/Reaction editar.
Right click to copy or paste the structure.

Double-click to open the structure editor
or
paste a structure from the clipboard (note: not all information can be pasted)

Draw a structure or a reaction and return to Commander

— Free Sites: — Stereo: 2
™ hetero atoms |
aff -
[ all atoms
— Search: — Allow: .
% az shucture [T szalts )
" azreactant I_ fa'j'jl' fng=
~ ™ isotopes
as product ™ changes
" azreagent! ™ radicals
az catalyst! ™ mistures
as solvent ™ relat. Markush
Clear Structure Extended Options

I Options for structure queries I

Page 11 of 58
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A chemical structure can be searched with the following options:

[T hetero atoms Use these options to set free sites on hetero atoms / on all atoms for the entire molecule
™ all atoms

|' Free Sites ————

&> If AutoSearch is enabled these options will be set automatically during the search (see page 33)

Note: free sites on individual atoms can be set in the structure editor!

Automatic settings: “Free Sites on all Atoms” is interpreted as a substructure search. To allow this the options “Allow:
salts, additional rings, isotopes, charges and radicals” are set automatically. Each of them can be unchecked if not wanted

— Al

zaltz

addl. rings
lzotopes
charges
radicals
mistres

relat, Markuzh

gt

Free Sites:
[T hetera atoms

C1TIRI=IRIRIA]

Page 12 of 58
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— Search:

az product

D

as reagents

>
* as stucture <
as reactant ‘_

asz catalysts
as solvent \

Search the drawn structure as such (recommended context: Substances)

Search the drawn structure as reactant, explore it’s chemical reactivity (recommended context: Reactions)

Search the drawn structure as product, explore the preparations (recommended context: Reactions)

[/ 11\

Search the drawn structure as auxiliary in a reaction (recommended context: Reactions)

Steren:

aff -

Note: the option “search as reagent/as catalyst/as solvent” is not available for all databases!

Any stereochemical information in the drawn structure will be ignored

abzolute <@
relative
racemnic

[ I\

Any stereochemical information in the drawn structure will be searched exactly as drawn

Any stereochemical information in the drawn structure will be searched as relative stereochemical information

The racemic mixture is searched

Page 13 of 58
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2.2.2 Text Search x|

|"'-.-\-f|:|rd bruncation

¥ Use right truncation.
[ Use left tuncation.

The Text Search offers a search for a keyword/expression in the Basic Indexes that contain text

“ou may use ? [1 character] or * [any charac-
terz] for left, right, and inner truncation, e.q.
ward®, “word, wotrd

Cancel Help k.
Switch on/off Truncation
Combine with a structure or
fact search
and Tl Search All Text 2 W  Truncate... Clear Text |
antiviral and antibiatic

The Text Search will search your search term in the text -indexed Basic Indexes of the selected database(s).

Operators “and”, “or”, “next”, “near”, “proximity* can be used.

Page 14 of 58
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Text Search

When a Text Search is started Commander displays a window to define your search:

Preview
The follovving bars indicate the estimated frequency of & word inthe selected databazes.
Pleaze =select the contexts in which you want to search your words,

Please note:

Search Word in Context... | SUBSTANCES REACTIONS CITATIONS
Substance Reaction Data [&L, T &8, ..
Propetties BIREA, BICIT
BISUE
¥ |artiviral
W |antibictic
Select Context: ¥ Substances ™ Reactions IV Citations
) Beilztein
Gmelind 200340, Upd 017 (200304 Lpd 02)

& Different contexts may give different hitz. Search more than 1 context to be
comprehensive!l Results from different databaszes and contexts are displayed in

different windows

& Wordz from bibliographic data (&uthor, Patert &ssignee, Journal Mame, Patert
Mumber, .. are MOT zearchakle in SUBSTAMCES or REACTIONS. Please uncheck
wards in the left column and uze DATA SEARCH far these words to get records.

& Substance property data and reaction data are not searchable in Ciation Contesxt.

Cancel |

Help |

Search Plan

The follovwving searches will be
conducted in databaszels) Gmelin
(20034 0, Upd 01 ) and Beilstein
(2003004 Upd 027 (4 searchies)):

Gmelin .
(200340 Upd 017 :m:g:g‘i’:m
[=ubstances)

Gmelin o
(2003410,Upd.01) :m:z:g‘i‘i’fm
[Citationz]

Beilztein .
(200304 Upd 02) :m:g:g’:m
[=ubstances)

Beilztein o
(200304 Upd 02) :m:z:g‘i‘i’fm
[Citationsz]

Hitzet= will be given in separate

wincdone sl

=

Start Search

Page 15 of 58
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MDL
Preview Scarch T Occurrence of the search term in Contexts
r rm
The faollowing saren te ne estimated frequency
Pleaze select the cyma:-:tﬂ in which you wwant to search youtfvords.
Search Word j Context... | SUBSTANCES ACTIONS CATATIONS
=ubstance Reaction DataH [&LY, TI, A8, ..]
Properties BIEEA, BICIT
Use these check BlI=LE $
boxes to select or *
deselect a term o
for search. v |antiviral /
Example:
Deselect a term | (4 4
if the occurrence \‘
in the dgsned F antibictic The length of the bars indicate relative occurence
context is too
low or not
present 9‘9‘631-' Context: [v Sui{stancea [ Reactions v cCitation=
g Beilztein

Gmeling2005M 0, Jpd 017

The colours indicate the occurrence of the search term in the individual databases

(200304 Upd .02

T

Select context for search using the check boxes

Page 16 of 58
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The selection of search term and context by using the checkboxes leads to a search plan, which is displayed at the right side for a convenient
overview and to enable a preview or relevance check before starting the search:

Query:

|I_30th search terms with “and”-operator in

Search Plan

The fallowwing searches will be
conducted in database(=] SGmelin

[Substance context in Beilstein

200 \ . =in
(200304 Upd 020 (4 searchies);

4 searches will be conducted resulting in 4 hit sets

Emelin ..
(2003 0, Upd 017 :m:;:ﬁi':mc'
‘(Subﬂtanceaj

melin ..

artiviral AR

EC DSignI:;I;l_lplj-D1j antibictic
Beil=tein ..
(200304 Upd 02 ::ﬁ:;:ﬁj‘mc’
(Substances)
Beil=tein ..
(200304 Upd 02 Zﬁ:;:;‘i‘;ﬂgm[ﬁ
[Citation=]

Hitzet= will be given in separate

wincd ooy =l

Page 17 of 58
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2.2.3 Search Fields

Options for the Query
Grid (see next pages)

Clear Takhle W

connect with Delete Rows
a structure or Dielete all

ur text search
hak

and *| Search Fields ?

Advanced Search | Clear Tahle W 1

-- Select [and edit] Search Faorm, Search Field, Cueny, or Hitzet from left box and append to query

Click here to open the Grid or double click a Provides a text field where a query in command language can be entered.

field in the “Search fields”-Tree For experienced users.

(please see page X) Syntax: <field code>=<value> and/or/next/proximity <field code>=<value>
Example: PHARM.E= antitumor or PHARM.E=anticancer

Page 18 of 58
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Search Field Selection

Double click a field in the Datastructure tree

Search Field Mame in Higrarchy:

1]

Predefined Search Forms I

Search Fields

=1~ Beilztein[2003/04] -
¥ Basic Indexes

- Substance

- Bibliographic Information

- References

- Chemical Drata

- Phyzical Data

- P'_harma-:-:-ln:-gin::al and Ecologi
=+ Pharmacalogic
- Effect

| _ Find |

Hitzets
Clueries

E

- Erndpoint of Effect

- Species or Test-System
e Cam

- Route of Application

- Concentration

- Kind of Dozing
- Ewpozure Perniod
- Method

- Furthier D etails
- Half-life Time

— Type

| o

[ Show Help for Search Fields

There are two ways to enter a field for search into the Grid:

New button: click to enlarge

Type the field code directly into the grid the grid to a full table
(alternative to copy by double click in the tree)
Type
P Enlarge. .. Acvanced Search | Clear Table W |
Dperator [ Fieldw I Fielation Field content igt] | ;I
EffectPHARM .E) is - =
and - * iz - -
W / — =T 1~

l'.n.'lll\\.'l =0

Double click

R elation
T -
starts with &
ends with —

contalns
4

Type the value or word you are looking for in the
specified field. To view and select the content of the

field use EI

= e—

F

Use with numeric fields/values

=
ek i

+—

Operator to limit the search to records with entries
in a certain field, e.g. “NMR must exist”
Note: not applicable for all fields!
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The “Enlarge” Feature enables complex queries using multiple fileds from the Database.

Query Builder: Data search Set brackets

Operator [ =0 name I R elation I Ligt| ] | =
1 iz -
2 |and - i= =
2 |and - i= =
4 |and hd Type the field code (e.g. RX.ID, !3 || Type the value or word you are looking for in the
g |and bl PHARM.E) 12 || specified field. To view and select the content of the
B |=nd il i || field use
7 |and - iz -
g |and - iz - -
9 |and - i — —
10| and - i= - -
11 | and - iz — -
12 | and hd Choose the relation: >
13 | and il “is”, “starts with”, “ends -
14 | and - with”, “contains”, “<”, -
15 - <=, 7 > exists” -
16| a - i= - -
1712 - is - -
Operator to connect the definitions with I E -
“and” “or” “proximity” “not” “near” next” i= — -
=1 | 1 IS T il -
Cancel Ok I

Page 20 of 58



Search Field Mame in Hierarchy:

.
r“ Powering the

MDL

Process of Invention

MDL CrossFire Commander 7.0

2.2.4 Using the tree

The tree on the left side of this Window has multiple functions and offers various options to work with Commander

2
x| _Find |

Hitzetz I
[ueres I

Predefined Search Forms I

Search Fields

=~ Beilztein[2003/03]

¥ Basic Indexes

- Substance

- Bibliographic Information
-References

- Chemical Data

- Physzical Data

- Pharmacological and Ecological Data

R R RCRE e

W Show Help for Search Figlds

i1

Browse and use the
Database’s Datafields to
formulate your query

Teut it the Farmz:

| = ll

Search Fields | [uernies

Fredefined Search Forms

- Bibliographic [ ata

- Substance |dentification D ata
- Molecular Formula Search

- Reaction D ata

- Phpgical Data

- Spectroscopic Data

- Pharmacological Data

- Ecotoricological Data

- Solubility D ata

Hitsetz

Sart Entries above II::_I,I Friority

1}

Use the Predefined Search
Forms (PSF) to formulate
your query

T et in the Clueries: B

Predefined Search Forms |
Search Fields

| _Find_|
Hitzets |
Hueries

- My Clueries

-~ Sample Quernes

- Huenes on 2003-Maw-05 (4]
- Qlueres on 2003-How-07 (4]
- Today's Queries [4]

1 14:47-54 [38 hits in Q03
2 14:47-54 [0 hits)

3 14:4%:41 [1 hits in Q05)
4: 14:4%:41 [0 hits)

Browse and use queries
from the last days

Test in the Hitzets:

Search Fieldz | [ueres

Predefined Search Forms

=I- Beilstein(2003/03)
- SCIENCEDIRECT (1 Substances)
SCIRUSDEMO [4 Substances)
(107 [440 Substances)
- (02 (452 Citations)
- (103 (440 Substances)
. (04 [452 Citations)

Browse and use Hitsets
from the current session
or saved Hitsets

Page 21 of 58
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2.2.4.1 Search Fields:

Search Field Marme in Hierarchy:

The datastructure of the selected database can be browsed in this tree.

7
Chemical Mame j Find I

Predefined Search Farms I Hitzets I
Quenes

Click on a field to see the help on this field

= E_E:ilEtE:in[EDDE.-"DE]
-- Bazic Indexes
=]- Substance

Field Help
Find Next |

1 i

Find Firzt | Back | Faonward |

- Beilstein Registry Humber
- Beilstein Prefered RN
CaS Reqiztny Murnber
Chermical Mame:
« Chermizal Mame Seghhs

A right mouse click offers to copy the
field to the grid or search or collapse the
tree.

Description:

The field Chemical Mame contains complete chemical names from
¥arious sources:

the preferred name (the IUPAC based name used in the Beilstein
Handbook)

names fram the ariginal publication

Chemical Name [CN} locate intree select for search

v Show Help for Search Fields Copy to Grid

Collapse All

Double click to select the field for search
(it will be copied into the Data Search Grid)

Toggle on/off the field help
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Zzeiel B Les L e ey The Feature “Search Field Name in Hierarchy” is a function to help

Chemical Marme j Find you to locate the data field that contains information about a term
that is entered into the text field.

Predefined Search Faorms | Hitzets

m Note: you have to click the “Find” button with your mouse

=~ E_Eilstein[EDDE.-’DS] =
-- Bazic Indexes
= Substance

- Beilztein Reqgizty Mumber

- Bellstein Preferred RM T
- CAS Registy Mu If the search term cannot be found in the field names the search

is extended to the field help (example: term “preferred name™)

& Chemical Mame
- Chemical Mame Segment

- Linear Structure Formula

- Fragment Maolecular Formula

- bdolecular Formula - Search Text in Field Help £
| » |

a| T Find Next | Fidfist | 8ok | Foved | Close

v Show Help for Search Fields

Clicking this link
will update the tree |—

Chemical Name {CN} select for searchg——

Description:
Note: from here you have to use the “Find Next” Button The field Chernical Mame contains complete chemical names from
to find the next occurrence of your search term in vanous sources.
the field help! the [JEENENIEINER(the IUPAC bazed name used in the Beilstein
Handbook)
names from the ariginal publication i
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2.2.4.2 Predefined Search Forms (PSF)

The Predefined Search Forms summarize the fields of a specific area of interest in an easy to use form.

Test in the Forms: Es

j ﬂl <—Use the search feature to locate a specific topic in the forms

Search Fields | Uuenes I
Hitsets I

Fredefined Search Farmsz

- Bibliographic Data

Substance ldentification Data

Molecular Formula Search

Fieaction Data 4= Double click an entry to open the form
=~ Physzical Data

Spectroscopic Data

Pharmacological D ata

Ecotoxicological Data

- Solubility D ata

ST | Ficity j<_ Sort the Search Forms in alphabetical order or by priority

Page 24 of 58



" Powering the
Process of Invention

MDL

MDL CrossFire Commander 7.0

If more than one database is selected the search forms are replaced by the Predefined Search Forms for Cross Searches. These
summarize the fields that are available for simultaneous search over multiple CrossFire databases in an easy-to-use form.

Tezt in the Forms:

>
~| _Find_|
search Fields | Luenes I
Hitsets I

Predefined Search Forms

- Cross Search: Common Indexes
Crozs Search: ldentification
Crozz Search: Bibliographic D ata
Crosz Search: Reaction Data

.. Cross Search: Physical Data

Sort Entriez above | by Priarity -

Predefined Search Forms for
simultaneous searches over
multiple databases
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2.2.4.3 Query History

Test in the Quernes:

Predefined Search Forms |

Search Fields m

- My Queries <

>

Hitsetz |

“Find”-Feature: Find Query by name, date etc. (see next page)

- Sample Queries

- Prewvious Quenes [1]
- Queres on 2003-May-07 [4]
ay's Queries (2]
1.

- Tad

[ e B R ) I R

N

Saved Queries

14:47.54 [35 hitz]

\

2 144754 (D hits]
-3 14:48:41 [1 hitz)

-d: 14:48:41 [0 hitz)

B 14:53:34 [0 hitz)

B 14:53:24 [0 hitz)

- 7-14:53:34 [33 hitz in Q05

-8 150003 [3 hits in QOB

Queries from past sessions

Queries from last session (either “Date” or “Yesterday’s queries”)

Queries of the current day

Double-click an entry to view the Query (see next page)
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? Query Properties

Frirt Help Copy o Repart |

Query No. 8, Hits in QDG

Mumber of hits: 3 Substances
Selected databasze: Beilsteinf200241 1]
Execution: 20035-Mov-10 15:00:05 CPL 029 zec

Uzer defined query name: I

Camment: Istruu:ture [ariginal structure]

total charge = 0, radicals = 0, components =1, noimpl. ring
Iozures, no izotopes, na 1ST

Query Options:

=tereo; off

Copy guery to Query Builder
Append hitzet to Data Search ta

Query Information
(“Find”-feature searches here)

&~ Comment field contains factual queries!

Query Definition and Conditions

Click here to copy this query
into the query builder

Click here to use this query as
search domain (refine results,
subset search)
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2.2.4.4 Hitset History

Text in the Hitzets: 2
| Find |
Search Fields I Luenes |

Predefined Search Forms .im

=~ Beilstein[2003,/03]
- SCIEMCEDIRECT [1 Substances) Double-click an entry to use as search domain (refine results, subset search)

- SCIRUSDEMO [4 Substances)]
- (07 [440 Substances)
- [J02 [452 Citations)

- 03 [440 Substances) Right-click to Properties

L. 04 [452 Citations) : . Cpen
- view the properties (see next page)

- open the hitset in the results window
- collapse the tree (if there are hitsets from more than one database present)

Collapse all
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Hitset Properties:
? Hitset Properties ; il
Frint Help Copy to Repart |
Fs

Hitset Q01 . o .
e 3 Substances Information about the hitset’s corresponding query
=elected databaze: Beilztein(2002511)
Execution: 2003-Moy-1016: 2222 CPU 029 zec

CoMmiment:

total charge = 0, radicals = 0, components = 1, no imgl. ring
closures, no izotopes, no 1=T

Query Options:

Stereo: off

/ Click here to open the hitset in the results window

Cpen hitzet in Results wind

Copy guery to Guery EIuK
N Click here to copy this query to the query builder

[
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3 Search

3.1 Start a search

Before a search is started it is critical to select the context of your search. A search in CrossFire Commander 7.0 can be done in one of three

contexts :

Substance

@‘ C ,_l_ J]’] S

_ T I_I_ J]AJ )

Choose this context if you
have drawn a structure or if
you are looking for data or
properties of a compound

The context has to be defined on the query formulation page:

Choose this context if you

have drawn a structure and

selected ““as product” or “as
reactant”, if you have drawn a

Choose this context if you
are looking for an Author, a
publication or any other
publication related topic

reaction or if you are looking
for data and properties of a
reaction

Search Context

Subztances j

Reactions |
Citations
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At each start of a search MDL CrossFire Commander 7.0 compares the query with the selected context. If the query is unusual for the chosen
context Commander will prompt you to verify or change the context:

Select Search Context

The contest af wour query iz different from the contest pow selected.

Recommended contest: |5uhstances Search in Substances

X

Click here to search in the recommended context

Or search i thiz context: | Beactions j Search in Beactions

Substances
Help | ==l
Citationz

L
T~

Cancel

Click here to search in a different context of your choice

Each search can be started in two ways: Press “F7” i

or click the “Start Search Button” “tart Search |

Note: you can not start a search using the Return/Enter Key!
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3.2 Search Progress

Multiple Database Searches

T azkz running - presz Pause kew to cancel

The search progress in displayed in a new window:

Click “Cancel” to stop a search. Already
finished hitsets are available after canceling

¢ Yoo |

Cancel and return to the Query Builder

1 zec
=y
Ho Select Hit= Hitset Database Context auery Qptions
total charge = 0, radicals = 0, components =1, no
impl. ring clozures, Nno izotopes, No IST
ul
-
1 I FLMMIMNG Beilsteinl200.3504) Substances e ariginal structure
K Currently running Search is highlighted
and "[(BISUB=arti* or BIPHARM=arti*) and
=i * =i Eaet]

zame structure and "BICIT=anti* and o

2 I- ru:nt\n Beilzsteinl2003504) Citation= BICIT =inflamimatory*" original structure
. zame structure and "BISUB=arti* and .
3 I- ru} Gmelind 2003047 Substances BISLB=inflammatory*" original structure
. I =ame structure and "BICIT=anti* and o
4 — M Gmeling 2003047 1 Citation=s BICIT =i flarmmatory =" ariginal structure
Use checkboxes to select a hitset for view
- I
Cancel \ Definition of each Query

To Report || ng I

/

Copy this Window to a report

View selected hitsets”
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When a search is finished the top of the Search Progress Window changes to allow browsing of the sessions’s searches:

Multiple Database Searches O] =

Prewvious |

Your recent zearchles] had the fallowing resulks; Hitzet Farmily [3 of 4];

Use these buttons to browse searches from the current session

AutoSearch

If “AutoSearch” is enabled Commander will refine a structure step by step to find the closest hit. “AutoSearch” can be enabled/disabled in the Menu “Query”.

| Cuery  Help

Extended Structure Query Options...
External Query Handling b Switch on/off AutoSearch

v AutoSearch On €
v Stop AutoSearches after 1st resull e

] Set AutoSearch to stop when a first hit is found (equals find closest hit)

Shows resulks of a multiple search »
v Show \Warning 'Mulkiple Database Search'

Clear Query History on Exit
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4 Results

4.1 Overview

EG' MDL CrossFire Commander - [Beilstein{Z003,04,Upd.01%:001 Substance 1 of 127]
ﬁ‘ File Edit Task Wwiew Options Window Help

ﬁ MDL CrossFire Commander

Hiztary | Print Hits |
[l Grnelin(P007 /07

[ 10l

e ]

T GTEN 20057 T, O T]
- Beilstein[2003/03)

- Beilstein[2003404]

- Beilstein[2002/10)

- Beilstein[2002410,Upd.01]
- Beilstein[2002/10,Upd.02)
g B_eilstein[2DDB;"Dd,U|:u:I.D1]

& Baved Hitssts/Alert Hitsets
=k Session Hitsets
- @: 301 [127 Substances]

- Beilstein PluzReactions[2003/03]
- Beilztein PluzR eactions(20032,/04]
- Beilstein Abstracts[2003/03)
- Beilztein dbstracts(2003,/04)

Query Results

-
o

Reports | Alerts

AutoHom

=10l x|
=18 x|

Substances: hit 1 of 127

Hit 2 BRMN=35194 C1oH41z2Ms..

"

e-4-carbonitrile
e-4-carbonitrile

" Grid View

t5 BRM=75335 CasHasMa.

o
H \.
Pt
|
-l -

Hit T BRMN=92760 C15H1408 ..

Hit & BRMN=83283 C2oHzz0s ..

Hit Details

Hitzet Famil_l..ll 6>G0| D ﬂ

-] P 0
1]
o, A
Y
L] L ' ey & o ]
|
\@jb.*ﬁ o o,
] o a ﬁ'l D I
=l
|For Help, press F1 ficlle STRIICT S 4 _I d |
[icle JBLL [sub 2
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4.2 Grid View

The Grid View provides an overview over the structures, reactions or citations of a hitset

________________________________

Hit 1 BRI=2047486 CizH1s0 . 1| Hit 2 BRN=G3G8G72 C1zH1a02

o

Hit 2 R¥.ID=3560738

:

Grid View of a Substance Hitset

Hit 2: 9535702 Journal; Chia, Peter 5. k., Ekstrom, Alfred; Liepa, Imants; Lindoy, Leanard F.; MecPartlin,
mMary: ‘et al.; AJCHAS, Aust.J. Chem., EM; 44, 4, 1997, T37-T46.

Hit 3: 8580551 Journal, Borisowa, E. Ya.; Komarow, ¥ W, Lukashova, L. A Cherkashin, M. | Kopytin V. S,

‘et 49-241; DASKA: Dokl
; Grid View of a Citation Hitset ’

Double Click an Item in the Grid to see the hit details or use the buttons “Grid” and “List” Eialzzz MiEdm) to switch between the Grid and the Hit Details
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4.3 Grouping and Sorting

A Hitset can be sorted and grouped by the values of selected fields. Select the Hitset in the tree and click the “Sort Hits” Button
or right-click the hitset and select “Sort/Group”

Query RREENEE Reports | Alerts

AutoHom

\Grid B8 List B3| Get | Sort Hitz | Copy )| Export Hits

(=] Beilstein[2003/04]
: Saved Hitzetzbler Hitzets
= Session Hitzets
Q03 o et
ta0 ba Hit:, .
(5@ ba End
Collapse

Fropertties. ..

Hitsek Family(3), ..

Save as...
Delete. ..
Sork)Group. ..

izet All Related Substances. ..
met Al Related Reackions, ..
izet All Related Cikations., ..

Sort or Group the Hitsek

Hitzet: Q03

D atabase: Beilstein[2003/04 )

Current Status: IUHSDrtEd

| =

 Sotby ¢ Group by
Iﬁ ' Azcending
i Descending
— Then sort by

' Azcending
" Descending

— Then zort by

| [

* Ascending

i Descending

Cancel | Help |

OF.

Page 36 of 58



Powering the

N

MDL

Process of Invention

MDL CrossFire Commander 7.0

Sort or Group the Hitset

X

Hitzet:
Databaze:

Q03
Beilztein( 200304 |

Current Status: Iunsnrted

* Sotby  © Group by |‘
Iﬁ ¥ Ascending
" Descending
— Then =art by

| [

¥ Ascending

Display of current status: Hitset, Database and
current status:
“Unsorted”, “sorted”, “sorted,grouped”

=)

Click here to select the action for the top
level: “Sort by’ or “Group by”

Grouping is available on 1% level only,
subgrouping is not possible.

" Descending

— Then =art by

| [

* Azcending [

" Descending

Cancel | Help |

ok |

= A grouped hitset can be sorted.

N\
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Sorted Hitset:

Sorting Criterion
(=] Beilstein[2003/04 )

Saved HitzetsAlert Hitsets /
=+ Session Hitsets

=- ﬂ IJIH [1 66 Beactions by|Reaction code [medium] [RX.MCODE

f—

l & F'reparatlcun
- 3 Preparation

Grouped Hitset:

Grouping Criterion

El Eeilstein[2003/04 |
: Saved Hitzetz Alert Hitzets
- Session Hitzets
- @: Q04 [162 Groups by Product ERN [RX_PERN
- 1[1); 9062
[ 2[1); 22595

oA | T

Value of Grouping Criterion that defines the group
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4.3.1 Working with a grouped hitset

- In the tree:

EI Beilstein2005/04 |

- Saved Hitzets/Alert Hitzets

EI S.essinn Hitzets

=- Q: 304 (162 Groups by Product BRN [RX.PFERN])

- 11 9062
- 2(1) 22595
- 3(1): 55345
- 4(2); 6388

B B(1) 105117
- B{1): 105594
- 712): 109273

N

Left Mouse Click:
Click the Hitset top level to see an

and group definition) in the Grid View

(group members)

overview of all groups (first group member

Click a hitset to see an overview of a group

Group Number
7

(Number of group members):

2

value of sorting criterion for this group
109273 (Product BRN)
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- in the grid view:

Value of the grouping criterion

o~

Group 3605 it 1:[1 738676

Group Number Number of Group Members

SRRRRI RLERAE

1
PemcEnii . F REacEmiz o
A
ReacEni3d
e
e
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4.4 Tree View

=- Beilztein]2004./01]
- Saved HitsetsAlert Hitzets

El Sesszion Hit

zets

- Q: Q01 [8 Substances)

= 2 [

-- 1: 4-lzobutyl-alpha-methylphenylacetic acid

5]-2-[4-izobutylphenyl)propionic acid

(1) Subztance

- [B6B]: Reaction

- [11: Related Structure

~ [3): Punfication

«[1]: Conformation

- [2]): Interatomic Distances: and Angles
-« [10]: Melting Paoint

« [4) Cryztal Phaze

«[1]: Crygtal Spstem

« [2]: Space Group

- [2]: Density af the Croztal

- [¥] Enthalpy of Fuzsion

- [11: Other Thermochemical Data

- [10]: Optizal Rataton Power

< [2]: Circular Dichroizm

< [23): Muclear Magnetic Rezonance
o [3) Infrared Spectra

On the left side of the screen

the tree view provides fast
navigation through saved
Hitsets and Session Hitsets.

Select the Hitset you want to

see and the main screen
switches to Short Display.

Click on ' to drill down to
details, ultimately to field
level.

Click on these details to
display them in the main
screen.
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4.5 Detail View

The detail view contains all data about a compound, citation or reaction that are available in the database.

The structures contained in a substance or reaction hitset (the structure of the title compound in a substance hitset, the graphical display of the
reaction in a reaction hitset) can be displayed included in the display and/or in a separate window:

Reaction & Q01: Hit 12 =101 %]
Reaction [D 2073462
Reactant BRMN 20503380 methyl 7-(d-isopropylphenylipropionate pTTyTTTITIIIIRIIIS [ iieiliea il !
Product BRI 35390020 (S)-2-i(4-isobutylphenylpropionic acid E,: "
Mo, of Reaction Details G b
RH.ID=2073462 R ommmessemsssseend WETTmmmmmmmoone

: 5 : o

| —

i 5 : 0

E o :

S 0\ T

Reactnti

The display in a separate window can be toggled on/off by pressing the function key F2 on the keyboard, by pressing the “Show()”-
Button in the button bar

Yiew all (| Show [::] Gnd EEIFList B Get | Sort Hits | Copy [:::]_ Export Hitz: %| Copy to Beport

or using the menu “View:Structure in separate Window”
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To include structures in the display use the menu “View:Structures included”

The structures of all substances and reactions described in a citation can be viewed
as included structures.

The Field Availability provides information how much entries for which
field are present in the record for the selected substance, reaction or citation
and links to get directly to these data:

Field Availability List 1-10 of 30

Code Field Marne Oce.
PHARLT Bioactivity: Pharmacological Data (54
Bion Ecological Data: Biodegradation 3
RX Reaction [5la]
RSIR Related Structure 1
PUR Furification 3
ChNF Confarmation 1
DA Interatomic Distances and Angles |2
AP melting Point 10
CRYPH Crystal Phase 4
C5YS Zrystal System 1

It can be viewed included in the text or in a separate window. Use the menu
“View:Field Availability included” to include it in the text. Press the function
key F5 on the keyboard or select “View:Field Availability in separate
window...” to toggle on/off the setting of your choice.

RS0

View Opkions  Window  Help
Grid Wiew [ List Yiew F4

v Open Hiksek in Grid Yisw

* il Figlds
Identification Craka only
Hit anly
Select User Yiew k

Define User Yiew, ..

Highlight Hit Terms
Selected Hiks only
30ko Hit 3

v Struckures included

v Struckture in separate window

S —— e

Al Reactions
Substance as Reactant anly:
Substance as Praduct only:

Update Dates induded

v Field Availability included
Field Awvailability in separate window... FS

L
Showe Hitsek THstar .. Fé

v Show Tree Wisw F3
v Show Status Bar
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When conducting a factual search or a text search (combined with a structure or without) the findings for the search term in the hit can be used

for better overview in two ways:

Example: Search for Ibuprofen as structure with the data constraint “pharmacological Effect=anti-inflammatory”

’ =
(Tj O peratar [ Field name | Relation | Field content Lizt] ]
\\T - 1 EffectPHARR.E] i d anti-inflarmatarny -
View Options  Window  Help
. . . . . . . Grid Wiews [ Lisk Wiew F4
The term can be highlighted using “View:Highlight Hit terms” v Open Hitset in Grid Yiew
* Al Fields
Identification Data anly
Hik anly

Select User Yiew 2
Diefine Lser Wiew,

Goko Hik »

Search Term highlighted in text

» Structures included

» Structure in separate windows Fz
ﬁ_l D | * Al Reactions

Substance as Reactant only
Substance as Produck anly

Anti-inflamimatan

Species or TestSystem
Method carrageenan induced paw nedema method; percentage reduction Update Dates included
in edema at 3 hwas determined

» Field Awailability included

Field Awailakility in separate window... F5
Show Hiksek Hiskory. .. F&
W Show Tree Wiew F3

w Show Staktus Bar
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The display can be reduced to show the substance or reaction identification data and the fact that includes the search term only using
“View:Hit only”.

YWiew Options  Window  Help

arid Wigw | Lisk Wigw F4
. Substance Identification Hitset Famib| >Go| [ ] Ba|-
v Open Hikset in Grid Yiew — - |
Beilstein Registry Mumber BRI K] |D|5|
a1l Field Beilstein Freferred RM 18687-27-1 =
Iliats CAS Registry Number 16687-27-1, 51146-56-B, 51146-57-7, ¢
Identificaki Chemical Mame 4-1sobutyl-alpha-methylphenviacetic acid
Benzeneacetic acid, .alpha.-methyl-4-{2-r
. 4-isobutyl-c-methylphenylacetic acid
=] =t o-methyl-4-{2-methylpropyl)-benzeneace
Cefine User Yiew, .. 2-(d-izabutylphenypropionic acid
ibuprofen
T n Autoname 2-(4-izohutyl-phenyl)-propionic acid
= nghhght Hit Terms Molecular Farmula CyzH4502
Seleched Hits anly Malecular Weight 206.28
faoka Hit » Pharmacclogical Data 6 of 376 a1
Effect anti-inflammatory
Structures incuded Species or Test-System Balbitc mause
 Structure in separate window Fz Sex female
Foute of Application gpicutaneous
* all Reactions Kind of Dasing ;[rorﬁ;:r?tll\,r on mouse ear at conc. of 1 percent; given 15 min after treatment with skin
Substance as Reackant Ell'll':-" Method invivo; mouse ear swelling test ears of mice were treated with 2 percent DNCB; ear 1
Substance as Produck anly
Update Dates included This View can be achieved as well using the “View”-Button in the Button-Bar:

v Field A ailabilicy included
Field & ailability in separate window,.. F5 Define. ..

Identification

Show Hitsek Hiskory, F& ol

v Show Tree View F3
v Show Status Bar
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The “GEX’-Feature is designed to easily find related information to the current hitset:

E et w Sort Hits | Copy ()| Export Hi
Not available in a

Reaction Hitset \

Not availableina | ——

=t 4ll Related Substances. ..
et All Felated Reactions. ..
et all Related Cikations., ..

Citation Hitset

Gek Substances by Reghlo
iGet Reactions by Reghlo
et Cikations by Reghlo

Jump directly to a
Registry Number
mentioned in the text

accur az either reactants or products

accur as reactants
accUr as products

Example: Get All Related Reactions... from a Substance Hitset

Get All Related Reactions x|

— Far

% the curent Substance [hit 1]
" all Substances in the current hitzet Q03

— get all related Reactions where the ariginal Substances

Cancel | Help | ]

Find all Reactions in which the title substance is involved

Find all Reactions in which the title substance is starting material

Find all Reactions in which the title substance is product
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5 Reporting and Exporting

5.1 Reports

The reporting of selected information into a simple web-like form has been extended in CrossFire
Commander 7. The items that can be reported are selected information from a hit display, Queries and
Information about search results and progress.

Reporting selected Facts

In the Full Display view, each field is equipped with a Title Bar on top that is used to select factual data

Select Data for reporting by checking this box
Reaction 1 of 2 m

Reaction ID R X
Feactant BRM 8687490 1-hydroxye-2,3-dihydro-15-3 45 5-triaza-fluoren-4-one
Froduct BRM 28682045 3H-3 43, 5-triaza-fluoren-4-one

Several facts can be selected separately and reported in one step, additional facts can be appended to an
existing report as well.

Clicking on the button or a right mouse click anywhere inside the fact opens a menu:
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v Issue the Skruckure or Reackion Pickure
v [ssue Struckures as Bitmaps
Issue Struckures as Maolfiles

24l
Selected Facks to Report kestl, html

Open the Repnrt/

Add the selected facts to the report

Open the report in your Browser

Set Report File,, —

Set Report Title.\
Clear Report File\

Copy Fact ko Clipboard
Selected Facks to \Word

select all the Facts: Field Avwailability: Lisk
Select all Facks
IUnselect all Facts selected

Define the file name and location for
the current report

Set the title/header of the report

Clear the current report

Use the selected facts in the Windows
Clipboard or Microsoft Word directly

The reports are available inside the Commander:

Query | Re

]

lerts | AutuHumI

Furthermore Queries, Search Status Information and other information can be reported. Look for the button

To Report
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5.2 Exports

Hitsets and Hits can be exported to various targets. Clicking “Export Hits” in the button bar opens a menu with items depending on the context

of the hitset:

| View all W | Show II Grd BH| Ligt ] Get *| Sart Hitz | Copy II E=port Hitz | Copy to Report w)

Export Settings in a Substance Context
(including predefined settings)

Settings. ..

Export Settings in a Citation Context
(including predefined settings)

Export Settings in a Reaction Context
(including predefined settings)

Compounds and ALL Data ko HTML as Report:
Compound ID ko Excel as table
Compaound ID ko word as kable
Compaound List ko Excel

Compound Lisk to HTML

Compound List to Ward

Compaund ID ko HTML as Report
Compound ID ko RO-File

Compound ID ko SD-File

Hits and Compound Report ko HTML
Hit References to HTML

References of all ko HTML as kable
References of Hits ko HTML as table
References of Hits ko HTML as List

Settings...

Citakions and Compound I0 ko HTML as kable
Citakions and Compound I0 ko HTML as Report

— Procite/Endnote/Reference Manager

Citations ko Excel as kable
Citations ta HTML as kable
Citakions to HTML as Repork

Setkings...

Reactions to HTML as Table
Reactions to Excel

in its native Format!

Note: the export setting to Reference Manager
Software creates a file that can be
imported into a Reference Manager, not

If you want to create your own export setting or change an existing one please select “Settings...”

Page 49 of 58




ﬁ N MDL CrossFire Commander 7.0

Process of Invention

MDL

5.2.1 Creating/changing export settings

Export Substances in Beilstein{2003,/04,Upd.02) ﬂ Select and start an exort

~ Export settings: /

Comment; File Marne: Z
- .

Compounds and ALL Data ta HTML as Repot Compound All Data 498 Stark export Create a new export setting
Compound |0 to Excel as table Compound_Grid_ta B /
Compound 1D o wWord a3 table Compound_Grid_to -
Compound List to Excel Compound_List_to_Ex New.. 1~
Compound List to HTML Compound_List_to_HT Modify an existing export setting
Compound Ligt to Word Compound_List_to W Edit ////
Compound 1D to HTML az Repart Compound_Repart_H —_—
Compound 10 to RD-File Compound_to RD_AE
Compaund D to SD-File Compound_to_SD_AE Femove =—— [ pojetean export setting
Hitz and Compound Repart to HTML Hitz_and_Compounds
Hit References to HTML Hit_FReferences to H Copy ~d_
References of all to HTML az table References Al Gnd —_— T
References of Hits to HTML az table Heferences:Hit__Erid__. \ . } .. }
References of Hits to HTML az List References Hit_List £ Help... Create an identical copy of an existing export setting
10°% file BRM wersuz Pham Effect BRMwsPharmE.exs  »
1 I | : b Cloze
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5.2.2 Prepare an export setting

After the first information screen a screen comes up which is used to select the format of the export:

Set Program, Layout and

Export - Define Format =] Format of the export

- Define Export Format

Start Select Program/File Formnat; Select Layout: Set delimiters (Tabs, Blanks, Commas
% M5 Word [az HTML file] " Table &% List [Feport] / etc.) for an export to ASCII or to an

Define Format " Browser [HTML] " Table & List [Fepor] import file for a reference manager

using the select box:
" M5 Excel [as HTML file] " Table .

Define Content - - Delimiters in an ASCII file x
 ASCI | Drelimiters... I = Tane =+ [zt [Heport] I . x|
£ Literature b t [Fef | for T able Farmat:  fior List Format:

- ILerature Marnagement 3 Ysiems EIE[ENCE . - _ -

Finish M anager, ProCite, EndMate, PFS ...] = Eparator: IT”'Q’“BS _I I J
" BSD File [Beilstein Structure and Data Format --» Commander] e Tl |NDNE LI |BL&NK LINE ﬂ
" 5D File [Structure Data Format > 1515 /B aze]
£ RD File [Reaction Data Format > 1515/Base] Corcel_| Help | ok |
Frogram Starting U ptions - - -

& Start MS Word  No application started | Define behav19ur of the target appllcatlon.
——— starts automatically when exporting, do not
" or Start: Browse... | start, or start in a different application
i =1 E:-cp-:urt Settingz: ;I — Define Expart Target
e 2 iz o Clipboard Define handling of the exported data: hand
% TuoFile: <prompt user: Charge Settings... | \ over to application via Clipboard (no file is
™| created) or store in a file (name conventions
[ can be defined using the “Change Settings”
button)

< Back I Mest = I Cancel | Help |
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Export - Define Content x . . .
=l Include image of the title compound or reaction.

|| This is the one shown in the separate structure

— Structures d fthe detailed vi
Start V' Include images of title structuresfreactinns’/ window of the detatled view

¥ |nclude images of referenced stiuctures
Define Format _ _ \
™ Include images of referenced reactions

- Include images of the compounds or reactions

—— |
that are referenced in the data of the hit
Define Content
- Facts

Finish

¥ Facts Select Facts bo Wiew... | Replace Field Mames...

o It is important that the “View” is defined.
Wiew: simple, udf
Please see next page
Hat mare than All - accumences per fact

™ Hit anly

—Additional Data
™ incl Field fvwailability

Please check if you want to include the
— Field Availability List and/or the List of

Mew Export Settings: - ) . . . .

ot defined) B Facts to: * Singlefile " Multipls files References in the export

¥ incl. Beferences

[

< Back I MHest » I Cancel Help

Page 52 of 58



E — MDL CrossFire Commander 7.0

Process of Invention

MDL

5.2.3 Selecting a “View”

It is important to define which data fields shall appear in an export. Click | Select Facts to Yiew...

and select the fields from the datastructure.

Example: molecular weight and boiling points

select Fields

and “New” to define the fields for your export

x|

Available Figlds | | = Eind.. | Selected Fields w | Eemove 4l |
- Entry Drate - = Beilstein[2003/04 Upd.02]
Update Date EI Substance ldentification
i b Maolecular Weight
#- Cher Database Structure = Phwsical Properties
=1 Phyg =1+ Single Companent Systerm
=1- Single Component System = Physical State
-- Structure and Energy Parameter =) Liquids
= Physical State =1~ Boiling Point
- Crystals ~WEailing Paint
=I- Liquids
- Pressure Double click the field or select the field and use
o Ertrg D ate
o Comment |- the button to add it to the view layout
- Liguid Phasze
[+ Transition Paoint(z] of Liguid Modifical
[+ Gazes
[+ Other Physical and Mechanical Prope  »
4 | - B | v
Comment; I Cancel Help Ik
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5.3 The Report Pane

All reports are available in the first instance inside CrossFire Commander. This avoids any trouble with opening a report in the various Versions
of Microsoft Office and Internet Explorer or other Browsers and the report can be viewed in a controlled environment.
In addition all exports in html-format are available in the report pane.

To access the report pane click the Reports Tab:

Query | Resul h Reports AutoHom
———

For further use the reports can be viewed in the Browser or Microsoft Word. Click “Open Document” and select the target of your choice.

ommander Query | Results BRI

Open Document | Prnt |

To print a reports click “Print”.
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&8 MDL CrossFire Commander - [Reports - report.html] 10| x|
&5 File Edit Wiew Help =12 =]
ﬁ MDL CrossFire Commander Query | Results Alerts | AutoHom
Dpen Docurnent w | Print | | FRefrezh
|Fir‘u:l in Repart/Expart Fils: J — ?I Report; W Report Title 1=
w M
E--Hepnrts -
¢ methylindal kel - ; - ; ;
e bl Beilstein Data: Copyright (c) 1988-2003, Beilstein Institut zur Foerderung der Chemischen
m Wlssendschaﬂen licensed to Beilstein GmbH and MDL Information Systems GmbH. All rights
- e testhiml MEEE S,
= Exparts
~ sub. bt Substance ldentification [Beilstein
testhiml (2003/04,Upd.02): Substances: Q05 hit 1, BRN 2049713)
Tree:
select Report or Export to be Beilstein Registry Number 20457135
displayed in the main display.
Bailstain Prafarrad B 15EEFF 1
The currently active Report is Main Display: Content of the selected Report or Export. All Hyperlinks are active
displayed in bold
Chemical M 4-lsobutyl-alpha-methylphenylaceti idd
Right mouse click offers Settings SIMIEST TEaimE e B
and Delete Benzeneacetic acid, .alpha.-methyl-4-(2-methylpropyl)- —
Sart Entries sbave | by Name j 4-igabutyl-cemethylphenylacetic acid |
For Help, press F1 lidle | A
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6 Alerts

MDL CrossFire Commander 7.0 offers an “Alert” feature (keep me posted feature). It is designed to retrieve results from a query that is run against
the new data of an update.

To create an Alert first create a Query in the Query Builder. In the button bar than click “Create Alert”

£ MDL CrossFire Commander - [Query for Server r6] ] 4
rﬁ‘ File Edt Task Wiew Options Query Help - |ﬁ||5|
l'.l‘ MDL. CrossFire Commander O.uery Results | Repurtsl Alerts | AutuNuml
[Huery v || Open Query Cuery | Print Query | Clear Query || ct D atab | Dra ture || Modif
Search Field Mame in Higrarchy: ?| Query Builder ? ISealch ir: Beilstein[2003/04)
- Firwl —Free Sites: ——————
I J _I total charge = 0, radicals = 0, components = 1, no impl. ring closures, noisotopes, ™ hetero atoms ?
Fredefined Search Forms I Hitzets I no I=T [~ all atoms N
Hueries I —Search:—, —dllow:
E--Beilstein[2DDSHD4] % &z sructure [ sals )
B Basic Indexes ™ a2 reactant I|: _au:luill. nings
; isotopes
I':?‘:I--Substance " as product r chargpes
- Bibliographic Information
- Ref € azreagent! [ iradicals
Ba sfersnces .:.\\\ ag catalpst/ [T mixtures
i Chemical Data az zolvent [T relat. Markush
- Physical Data o :
B~ Pharmacaological and Ecological Data Clear Structure I Extended Options I
and ~| Search All Text 2 i~ Truncate. . I Clear Text I
ISearch Term j
Iand "I Search Fields ? Enlarge. .. I Advanced Search I Clear Tahle W I
Operator [ Field name Relation Field content Ligt] 1 [
1 Effect{PHARM.E] is w ||lanti® - |
2 |and - iz - -
3 |and - iz - - -
Search Context | Substances j w
¥ Show Help for Search Fields
|For Help, press F1 fidle [ y
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The query is then transferred into the Alert Window, where the Alert-Options must be set

! MDL CrossFire Commander - [Alerts

on Server sorting]

Shows all Profiles | Print Profile |
Find Alert [Search in Profile text]: S

~| __Find |

Results | Reports UL

| Edit # M odify Query |

| Clear | Sawe Profile |

untitled - enter name [at most 14 letters, digits, underscores]

[&lert hitzets see "Results')

_{of x|
_i=] ]

Query Search Context: I Substances ;I ;I
total charge = 0, radicals = 0, components =1, no impl. ring closures,
no izotopes, no IST Query Options:
Stereo: aff
o
S
Alert Tree —
@ Alert Query Definition

Text Search

|and Text Search: search term Automatic truncation right

[Data Search

|and Effect(FHARNM.E) is anti*

| | v
D atabaze: IEeiIstein ;l Frequency: I.-'l'«fter each update LI
Firzt run [date]: ITDu:Ia_I,I m Last run: I Alert OptiOIlS Hit= [last run]: I Shuwl
Send results bo: IEnter wour own E-mail address [vou ] LI
Send a copy to: IEnter further E -mail addrezses [and/or exdisting alert E-mail lists] separated by semicolons ;I
Cornment; I Save Profile |

Sort Entriez above | by Mame ;I
|For Help, press F1 Jiclle [ o
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Alert Options:

Define the frequency of the alert run after each update o

After each update
Define the Database on which the Alert shall run "-.-'-.-"E:E:H_','

(no multiple Databases)

Enter the date on which you Edlwiillc:“ly
wish the first run of the alert oningy J
[ atabase:; B il K j Frequency:  |After each update j
First run [date]  [Today ﬂ Lazt rur; Date and time of the last run of the alert Hits [last ] Shuwl
Send results to; |Enter your own E-mall addrezs [You are the awner of the alert] j
Send a copy to: trther E-mail addresses [and/or existing alert E-mail liztz] separated by semicaolons v
Comment; A Save Profile
Enter e-mail-addresses of the people who should get / | I ‘,.::.-':
informed about the result of a run of this alert. Last run with hit will be mentioned here
(click “show” to view) Save the profile
Note: Only the owner of the alert can view the results

Enter Comments. The Alert-Find feature will browse these comments.
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