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MDL CrossFire Commander 7.0

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”

-

50,

Set Program Access and Defaults

Programs 3
Cracuments
Setkings
Search

Help

Run,..

E MDL e Commander 7.0 F :ﬂj MDL Autokom Help
(53 MDL ISIS Draw 2.5 Standalone ¥ (& |_liDl-GelskeimFefer
e

MDL CrossFire Commander 7.0

‘ 3 e
‘ M D I x@ MOL CrossFire Dakalink

&7 MDL Gmelin Reference Guide

Log OFF rook, ..

Shuk Dowam, ..

&% HeEELDLL

Windows 2000 Professional
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1.2 Overview

Eﬁ' MDL CrossFire Commander - [Query for Server sorting] - |I:I|£|
ﬁ‘ File Edit Task Miew Options OQuery Help - |5’ |£|
l’lﬂ MDL. CrossFire Commander CIED' Results | Reports | Alerts
Guerny Hiztory Open Cuery Clear Query Select Databaze Dirawe Structure
Test in the Forms: ? | Query Builder ? |[Search i Beilstein[2003/04,Upd.02]
I LI Find | —Free Sites: ————— ~Stereo: ————
[T hetero atoms off -1
Search Fieldz | Hueries I [ all atoms
Predefined Search Farms Hitzets | —Search ———————— — Allowe
7
- Biblingraphic D ata % az stucture [ zals _
- Substance |dentification D ata Shucture R eaction Search = az reactant F jﬂd'i"- nngs
- Muolecular Formula Search Double click to enter the Stucture/F eaction editar, € as product - 'SE DpeE
.. Reaction Data Right click to copy or pazte the structure, il
Phusical D &z reagent/ [ radicals
- Phipzica ah.a as catalpst! [ mistures
- Spectroscopic Data as solvent T relat. Markush
- Pharmacological Data
- Ecotoxicological D ata Clear Structure I Extended Options I
- Solubility Data
Ian.j vI Search All Text » I Truncate. .. I Clear Text I
and ~| Search Fields ki Advanced Search I Clear Table W I
¢-- Select [and edit] Search Form, Search Field, CQuery, or Hitzet from left box and append to queny |
Search Context | Substances ;I m
Sort Entries abowve j

|For Help, press Fi ficlle | o
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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 UserlD/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. .. x|

Define Structure/Reaction Yiew. ..
Define Preferences, ..

default. prf

Connect ko Server default
Discommect fram Server defaulk

Define

Yiew Server Communication. ..

Check Server Conneckion k

Reqisker Products. ..
Change the Group Mame. ..

Create a new profile or edit an existing profile
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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] x|

Server  Communication |S|:ri|:utE|:|itl:ur|

— Pt
j I Forget user id/password Far the sener Fart

Server |Eu:ummuniu:atiu:un | Script Editor I

Fart Mumber IBEIEI'I

I unnarmed. prf

[ Inhibit pazsword change for the server

— Communication product information

ot Info about loaded YWindows Socket DLL:

Huozt I_I,u:uur.sewerl "ersion = 1.1

M auSock = 32767
Dezcription = 'WinSock 2.0
SystemStatus = Running

Wendorlnfo = <not availabler

— Firewall

™| Connect via Firewal Firewall parameters |

(] I Cancel r (] I Cancel |

Server'information Communication ;[arameter if needed
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To connect to the CrossFire Server please choose “Options:Connect to server <name of your profile>” —_—
Options  Query  Help

You can also use the “Connect”-Button Select Struckure Edikor, ..

£% MDL CrossFire Commander - [Query, no Server connected] Define Structure/Reaction Yiew. ..
ﬁ‘ File Edit Task Wew oOptions Query Help Define Preferences. ..

ﬁ MDL. CrossFire Commander

Cluery Hiztary |

LN Results | Reports | Autolom

Conneck ko Server defaulk

| Open Quene| Save Query | Print Query | Clear Quer', | Connec t | Drraw Structure | misconnect from Server defaulk

Define Server Profiles. ..

0 hnect Wigw Server Communication. ..
Check Server Connection »
On first logon you will be prompted for your user 1D and password Register Products. ..

Change the Group Mame...

Server User ID and Password x|

Logon to MOL CrozsFire zemver

Hozt
o FOUI SETVEL Check here to save your User ID / Password

Uzer 1D Uzer 1D for automatic logon

xxxxxxm-i

Fazswiord

passward...

ave user id and passward

] Caricel |
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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.

MDL CrossFire Server Profiles, selected

default. prf

x|

Select

Cloze

Mew...

Lock...

Help...

—

Check here to get prompted for User ID and Password

MDL CrossFire Server “rofile [C:Program Files' XFC&2

Server |Eu:ummuniu:atiu:un cript Editor I

Idefault.prf j ¥ Forget user id/passwiord for the server

[ Inhibit pazsword change for the server

Huozt

Huozt I_I,u:uur TEMVES

o]

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

Clozing thiz application will terminate your MOL CrozzFire
gezsion and delete all zeszion hitzets. T erminate your
sEEion’y

v Automatically connect to the current server for the nest
SEEEI0N,

Mo I Help e

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

EG' MDL CrossFire Commander - [Query for Server internl] - |EI|£|
ﬁ‘ File Edit Task Wiew Options Query Help - |S|i|
I'.l.‘ MDL CrossFire Commander LTELT Results | Reports | Autotom

Open Quey

Search Field Marne in Hierarchy: ?| Query Builder * ISearu:h i Beilstein[2002
I j Firdd I e Sites: > Stereo: >
[ he z )
Predefined Search Farms | Hitzets | [ all atoms
Dueries I  Search: Alloway:
Es T
= o2 O oo 7| Dot Select Database
- B:as.m: Inde:-.:es . Structure/Reaction Search " as reactant r Eutﬁ l;r;gs R : -
&+ Bibliagraphic Infarmation Double click to enter the Stucture/Feaction editor. i as product I ch 5 . .
B Substance |dentificatian Right click to copy o paste the stucture, € 2 rmagent - ?adaigf Click this button to
e as catayst/ I mistures select one or more
- Physical Properties as salvent [T relat Markush
- Pharmacological and Ecological Data databases for your
Clear Structure I Extended Options I search.
If you are not
connected, this
button will look like
Iand 'I Search All Text ? [T Truncate.. I Clear Text I
| = Connect
Iand "I Search Fields ? Advanced Search I Clear Tahle wr I
<-- Select [and edit] Search Form, Search Field, Queny, or Hitset from left box and append to query | Cl |Ck|ng this button
will connect you and
open the Database
Selection
Search Contest  |Substances j w
¥ Show Help for Search Fields

|F|:ur Help, press F1 | 4 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 ane or more databazes:

Beilstein[2003/03)

Available Databases
check the Checkbox to select

b

MOL CrozzFire Server Software, Verzion 6.0 [Build 19)
Copyright [2)] MDL Infarmation Systems GrmbH 1336,2002
Current databasze iz 'BS0303AE" with 3773343 compounds.
Beillstein Data: Copynght [c] 1938-2003, Beilstein Institut zur
Foerderung der Chemizchen Wiszenschaften licenzed to
Beilztein GrmbH and MDL Infarmation Systems GmbH. Al
rights reserved.

Avallable contexts 'SAC [Substances, R eactions, Citationz].
Current contesxt 'S".

zer’ " rightz 'R' [&ll.Read.Mone).
Data Structure: sfaecay dst, Werzion: 4.06

Information about the selected Database

[~

—Please nate:

avallable in one databasze only are hidden.

[f you hawve zelected multiple databaszes, the tree "l Search Fields" offers only fields common to all databazes. Fields

Cancel

Help... k.

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...”

|Cl|:|ti|:|n5 Query  Help

= = . Select Structure Editor x|
Select Skructure Editor, .. S

Define Structure/Reaction Yiew, ., — Structure Editors

Define Preferences., .
f MOL IS5/ Draw

Zonmeck o Server inkernl

Disconnect From Server inkernl | € MDL Draw [possibly not installed)
Define Server Profiles. .. " MDL CrozsFire Structure Editor

View Server Communication...

Check Server Connection » Cancel Help... oK

Reqister Products, .,
Change the Group MName. ..

&= 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/Reaction Search
Double click to enter the Structure/Reaction editar,
Right click to copy or paste the stucture.,

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: — Sheren; 2
[~ hetero atams off =
™ all atoms

— Search:; — Al
" az stucture [ sals
" az reactant r fa'j':"' L
I (I 1zotopes

as product ™ chages
" az reagent/ [ radicals
as catalyst! ™ mistures
a3 solvent [ relat, Markush
Clear Structure | Extended Options |

Options for structure queries

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

Free Sites:
|]‘ hetern atoms - Use these options to set free sites on hetero atoms / on all atoms for the entire molecule
[ all atoms

& 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

— & lcy:

zalks

addl. rings
lzotopes
charges
radicals
mixtLres

relat. Markuzh

Free Sites:
™ hetero atoms

T1TIRIRIRIRIR

Page 12 of 58
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MDL
— Search: 3 L] Search the drawn structure as such (recommended context: Substances)
% a5 structure 4
i - . . .
as reactant | Search the drawn structure as reactant, explore it’s chemical reactivity (recommended context: Reactions)
" as product
" as reagent/
as o atglyst 2 \\ Search the drawn structure as product, explore the preparations (recommended context: Reactions)
az zolvent \

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

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

Stereo:

aff -

/ Any stereochemical information in the drawn structure will be ignored

abzolute <
relative
racenic

/

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|

|'W|:|r|:| truncation

¥ Usze right truncation.
[T Use left truncation,

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

'ou may uze 7 [1 character] or * [any charac-
terz] far left, right, and inher fiuncation, e.0.
wiord®, *waord, word

Cancel Help | ak. I

Switch on/off Truncation

Combine with a structure or
fact search

l

|anc| vI Search All Text 2 o

Iantiviral and antibiohic

Truncate. .. Clear Text I

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



MDL

Powering the

Process of Invention

MDL CrossFire Commander 7.0

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

Text Search

Preview

The fallowing bars indicate the estimated frequency of a waord in the selected databazes.
Pleaze select the contexts in which you want to search your words.

Please note:

different windows.

Cancel |

Search Word in Context... | SUBSTANCES REACTIONS CITATIONS
Substance Reaction Data [&L, TI, &8, ..]
Propetties: BIREA, BICIT
BISLIE
v |antiviral
[+ |artikiatic
Select Context: MV Substances " Reaction= IV Citations
i Beilztein
Gmeling 20030 0,Upd 017 (200304 Lipd.02)

» [Different contexts may give different hitz. Search more than 1 cortext to bhe
comprehenzivel Results from differert databases and cortexts are displayed in

* Words from bibliographic data (Author, Patent 2=zignee, Journal Mame, Patent
Mumber, .. are NOT searchable in SUBSTAMCES or REACTIONS. Pleaze uncheck
words inthe left column and use DATA SEARCH for these words to get records.

* Substance property data and reaction data are not searchakle in Ciation Context.

Help |

Search Plan

The following searches will be
conducted in databazels) Gmelin
(200340 Jpd .01 and Beilstein
(200304 Upd 029 (4 zearchies)):

Gmelin .
(200310 Upd.01) :m:;;gi':m
[Substances)

Gmelin L
(200310 Upd 01 Zﬂ!ﬁ!ﬁi',f‘“‘[’
[Citations)

Beilztein _
(2003104 Upd 02) :m:;;gi'c’ﬂ‘m
[Substances)

Beilztein -
(2003104 Upd 02) Zﬂ:ﬁ:ﬂf‘”[’
[Citations)

windowes!

Hitzetz will be given in separate

[~

Page 15 of 58
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Preview Occurrence of the search term in Contexts
, Search Term )
The followwing ne estimated frequency TMNE JEECE) TaEnacses.
Pleaze zelect the cyma:-:tﬂ in wehich you want to search yvougAvords.
Search Word m Context... | SUBSTANCES ACTIONS CITATIONS
=ubstance Feaction Datar (A1, TI, 28, ..]
Propetties BIREA BICIT
Use these check Bi=LB

boxes to select or
deselect a term
for search.
Example:
Deselect a term
if the occurrence
in the desired
context is too
low or not
present

v

}

v

Fmelin(20034 0, Upd.01)

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

(200304 Upd .02

v |artiviral /
F ol 1
™
Iv |artikictic The length of the bars indicate relative occurence
154'!‘6[:1 Context: Iv Su}{mancea I Reactions v citations
- Bellstein

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 databasel( =] Gmelin

[Substance context in Beilstein

[P B T L

m'ﬁ%:ein
(200504 Lpd 020 (4 searchies1]:

4 searches will be conducted resulting in 4 hit sets

Smelin ..
(200310 Upd. 017 Zm:;:ﬁi'j‘mtj
\(Subatancesj

melin ..

artiviral ARD

EC ':'Sign':'ﬂ':'l"pd":”:' artibiotic
Beil=tein .
(200304 Upd 02 :m:;:;‘z’j‘”c’
Csubstances]
Beil=tein .
(200304 Upd.02) Zm:;:;?iICAND
[(Citations]

Hitzets wwill be given in separate

wimcd o =1

Page 17 of 58
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2.2.3 Search Fields

Options for the Query
Grid (see next pages)

Clear Tahle
Operators to Delete Cells A
connect with Delete Rows
o a structure or Delete Al
A | textsearch
(gl
Iand *| Search Fields ? Advanced Search‘J Clear Table W
¢-- Select [and edit] Search Form, Search Field, Query, 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 Hierarchy: E
| | Find |

Predefined Search Formsz | Hitzets

Search Fields Hueries

= Beilstein[Z003/04] -
¥ Basic Indexes

- Subszstance

- Bibliographic |nformation

- References

- Chemical Data

- Physical Data

- F'_harmau:-:ul-:ugi-:al and Ecologi
=~ Pharmacologic
- Effect

- Endpoint of Effect

- Species or Test-Spstem
. Gan

- Route of Application

- Concentration

- Kind of Dozing

- Expozure Peniod

- bl ethiod

- Further D etailz

- Half-life Time

- Type =
4 | IE

[V Shows Help for Search Fields

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

Type the field code directly into the grid
(alternative to copy by double click in the tree)

New button: click to enlarge
the grid to a full table

Double click

i

field use

Type

Enlarge... Advanced Search Clear Takle W I

O perator [ Field\g I Felation Field content izt 1 ;I

1 EffectiPHARM.E] is - > |

i and - - [t - -
3 W 3z - A - ﬂ
_ Type the value or word you are looking for in the
Felation specified field. To view and select the content of the

Use with numeric fields/values

starks with
ends with ~
contains
<
{= —
*
»= —
1 w
exists

Operator to limit the search to records with entries
in a certain field, e.g. “NMR must exist”
Note: not applicable for all fields!

Page 19 of 58
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The “Enlarge” Feature enables complex queries using multiple fileds from the Database.

Query Builder: Data Search

Set brackets x|

O perator [

™d name

| Relation Fie | List] 3

and

and

i B

e O s

.

.

and

and

and

Type the field code (e.g. RX.ID,
PHARM.E)

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

field use

and

and

and

and

and

and

and

and

NN ENENE N E NN E NN RN E R

3

=g e il el et e = D A R A A E T A

171a -

Operator to connect the definitions with
“and” “or” “proximity” “not” “near” next”

I I I | |

i
|| a]a]a]a]a]a|a]d

Choose the relation:
“is”, “starts with”, “ends
with”, “contains”, “<”,
He=" ST U2 axists”

(4[] [ []]4]4([4([4

AR

Cancel

ok |
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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

Search Field Mame in Hierarchy: &
| x| _Find_]

Hitzets I
[uernies I

Predefined Search Forms I

[=]- Beilgtein[2003,/03]

¥l Basic Indexes

- Substance

- Bibliographic Information

- References

- Chemical Data

- Physical Data

- Pharmacological and Ecological D ata

¥ Show Help for Search Fields

o

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

Text in the Forms: &
| >| _Find |
Search Fields |

Predefined Search Forms

[lueries I
Hitzets I

- Bibliographic Data

- Subztance |dentification Data
- Muolecular Formula Search

- Reaction Data

- Physical Data

- Spectrozcopic Data

- Pharmacological Data

- Ecotosicological Data

- Solubility D ata

Sort Entriez above II::_I,I Priority j

o

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

Text in the Queres: 2

| | _Find_]
Hitzets |
Queries

Predefined Search Farms |
Search Fields

[#- My Queries
Sample Quenes
-- Queries on 2003-Naowv-05 [4)
-- Quernes on 2003-Mow-07 [4]
- Today's Queries [4]
1 14:47:54 (38 hits in Q03]
i 20 14:47:54 (10 hitg)
e 14:48:47 [1 hits in QI05)
L4 14:48:47 (10 hitg)

Browse and use queries
from the last days

Test in the Hitzets:

Search Fields |
Predefined Search Forms

Queries

[=1- Beilstein[2003./03]
SCIEMCEDIRECT (1 Substances)
SCIRUSDEMD [4 Substances)
Q01 [440 Substances)
(02 [452 Citations)
- (03 [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 Mame in Hierarchy:

Chernical Mame

)
| _Find_|
Predefined Search Farms | Hitzets I
Queries

=~ Beilztein[2003,/03)
- Basic Indexes
= Substance

- Beilztein Fegistry Mumber

- Beilztein Prefered RN

- CA5 Registry Mumber

& Chiernical M ame:

- Chemical Mame Segis

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

W Show Help fior Search Fields Copy o Grid

Collapse Al

Toggle on/off the field help

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

Click on a field to see the help on this field

1 1

Field Help |
Find Mext | Find First | Back | Faonward | Cloze
Chemical Name [CN} locate intree =select for search j
Description:

The field Chemical Mame cantains complete chemical names from
various sources:

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

names from the original publication hd

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

Page 22 of 58
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Search Field Mame in Hierarchy:

Chermical M arme j Find
Fredefined Search Farms | Hitzets
Search Fieldz Hueries |
=1+ Beilgtein[2003,703] -

-- Bazic Indexes

- Substance

- Beilstein Reqgistry Mumber
- Beilgtein Prefered RN

- Linear Structure Formula
- Fragment Molecular Formula
Malecular Farmula

-
4| | »

¥ Show Help for Search Fields

Note: from here you have to use the “Find Next” Button
to find the next occurrence of your search term in
the field help!

The Feature “Search Field Name in Hierarchy” is a function to help
you to locate the data field that contains information about a term
that is entered into the text field.

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

If the search term cannot be found in the field names the search
is extended to the field help (example: term “preferred name”)

Search Text in Field Help

B

Find Nextl Fird First | Back | Fanward | Cloze

Chemical Name {CN] select for searckg——— CIICkmg this link
- will update the tree

Description:
The field Chemical Mame contains complete chemical names from
vanous sources:

the [qEEESNElRERthe ILPAC based name used in the Beilstein
Handhook)

names from the ariginal publication

IR |

=l
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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.

Text in the Farms: E

hd ﬂh—Use the search feature to locate a specific topic in the forms

Search Fields | Hueries I
Hitsets I

Fredefined Search Formsz

-~ Bibliographic Data

- Substance ldentification Data
i Maolecular Formula Search

- Reaction Data

Physzical Data

- Spectrozcopic Data

- Pharmacaological Data

- Ecotoxicological D ata

- Solubility D ata

<4 Double click an entry to open the form

Sart Entries sbove | by Priority j_ Sort the Search Forms in alphabetical order or by priority
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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.

Text in the Faorms:

Search Fields

Sart Entries above

Predefined Search Farms

Queries

- Cross Search: Common Ihdexes
Crozz Search: ldentification
Crozz Search: Bibliographic Data
Crozz Search: Reaction Data
- Cross Search: Physical Data

Hitzets

~|  Find |

b Pricrity

[

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

>

Text in the Quernes: 2
| <] _rrd p— |

Predefined Search Forms | Hitzets |

Search Fields m

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

F- My Queries  «m—

Sample Luernes

Saved Queries

[+ Previous Queries (1] <
[+ Queries on 2003-Mav-07 [4)
= Today's Queries [8) \
~1: 14:47:54 [33 hitg]

-2 14:47:54 [0 hits]

2144841 1 hitg)

2 14:48:47 [0 hitz)

B 14:53:34 [0 hitg]

CB: 14:59:34 [0 hits)

$14:55:34 [33 hitz in Q05

:15:00:05 [3 hits in Q06

[ T R I N A %

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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EZ Query Properties

Frirt Help Copy to Report |

Query Ho. 8, Hits in Q06

Execution: 2003-Mow-1015:00:05 CPU 029 zec

User defined guery name: |

Comtmerit: |31ruu:'ture [original structure]

total charge = 0, radicals = 0, components =1, noimgl. ving
losures, no isotopes, no IST

Query Options:

Sterea: off

Copy guery to Guery Builder
Append hitzet to Data Search ta

Mumker of hits: 3 Substances
Selected database: Beilstein(200211)

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

T eut in the Hitzets: ?
| =] _Find_|

Search Fields | Clueries I

Predefined Search Forms .im

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

- SCIRUSDEMO [4 Substances)

- G07 (440 Subztances)

- [J02 [452 Citationz]

- 0103 [440 Substances) Right-click to Properties

- 104 [452 Citations] . ) JpEn
- view the properties (see next page) Collapse &l

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

? Hitset Properties

Frint Help Copy to Report |

Information about the hitset’s corresponding query

Hitset Q01

Mumber of hits: 3 Substances

Selected database: Beilstein(200251 17

Execution: 2003-Mow-1016:22: 22 CP 0,29 zec
Comimert:

total charge = 0, radicalz = 0, components =1, noimgl. ring
closures, no isctopes, no 15T

Query Options:

Stereo: off

/ Click here to open the hitset in the results window

Open hitzet in Resutts wind
Copy guery to Guery Buil

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 :

 Susstance

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

| Reacucie

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

_ Ciranioiis

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

Search Context

Substances - Start Search |

Reactionz |
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 x|

The context of pour query iz different from the context you zelected.

Recommended context: |5uhstancf:s Search in Substances

Or search in this contest: | B eacton: j Search in Beactions

Substances
Help | L= Cancel
Citations —_—

Click here to search in the recommended context

|~
™~

Click here to search in a different context of your choice

Fr

Each search can be started in two ways: Press “F7” or click the “Start Search Button” Start Search |

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

MMultiple Database Searches

Tasks running - prezz Pauze key to cancel

The search progress in displayed in a new window:

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

o e |

Cancel and return to the Query Builder

Definition of each Query

1 zec
=]
Ho. |Select Hit= Hit=et Database Context auery Qptions
total charge = 0, radicals = 0, components =1, no
impl. ring closures, no izotopes, No 15T
o
-
1 I RURMIMG Beilstein(200304) Substances o ariginal structure
\ Currently running Search is highlighted
and "(BISUB=arti* or BIPHARM=arti*) and
= B=inflammeato F i
. . S zame structure and "BICIT=anti* and .
2 I_\\ ru:rt\n Beilstein(2003504) Citations BICIT =inflamrmatory ™ original structure
. =ame structure and "BISUB=anti* and .
3 r‘\\qru}\ Gme||n|:2[||]3,ﬂj4:| 1 Substances BISUB=inflammatory=" ariginal structure
. - =ame structure and "BICIT=anti* and -
4 I_‘_\nmw \ [Gmeling 2003047 | Citations HICIT<inflammatory ariginal structure
A
Use checkboxes to select a hitset for view r
-

To Report I | ‘-.,iew 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|x

Freviouz |

our recent zearchiez] had the following resulks: Hitzet Family [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”.

| Query  Help

Extended Structure Query Opkions. .
External Query Handling 2 Switch on/off AutoSearch

v ButoSearch ON <=
v Skop AutoSearches after 1st result e———

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

Shaow results of a mulkiple search k
v Show Warning '"Multiple Database Search’

Clear Query History on Exit
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4 Results

4.1 Overview

iﬁf MDL CrossFire Commander - [Beilstein{Z2003;/04,Upd.01):001 Substance 1 of 127]
ﬁ‘ File Edit Task Wiew Options ‘Window Help

ﬁ MDL CrossFire Commander

History | Print Hitz | N N

. Hroelinl @O0 AN

Result Tree

T EMENMZ 007 TP 0T
H- Beilshein(2003403)
H- Beilzhein[2003404)
|- Beilstein[2002410)
|- Beilstein[2002410,Jpd.01]
- Beilstein[2002410,Jpd.02]
|- Beilstein[2003/04,Jpd.01]

Saved Hitsets/Alert Hitsets

EI- Session Hitsets

- @: Q01 (127 Substances)

+- Beilstein PlusH eactions(2003/03)
+- Beilstein PlusReactions[2003/04)
|
|

o O Iy IO e O B

]

- Beilstein Abstracts[2003/03)
- Beilstein Abstracts[2003/04)

(W rw B W

WIEYL"A Results

Reports | Alerts

AutoHom

=101 x|
=181

Substances: hit 1 of 127

IGrd BE List E1| Get #| Sort Hits | Copy [:::]_ Export Hits |

-
I

Hit 2 BRMN=35134 C10H13Ms..

Hit 3 BRM=48454 C1zH1zMs..

w, A

Substance Identification

o— | Beilstein Preferred RN
CAS Registry Number
Chemical Mame
Autoname

Molecular Formula

"1 Grid View

[ Maolecular Weight
[t | Lawson Mumber
Type of Substance

N L
1 N h
-l

Hit 7 BRMN=92760 C1sH41406 ..

a

a. L)
a

Constitution (D
Tautomer D
Beilstein Reference

Beilstein Registry Mumber

609154
4886-13-9
4886-13-9

Hitzet FaminI ﬁGDI D ﬂ

3, 8-bis-methylsulfanyl-isothiazole-4-carbanitrile
3, 8-bis-methylsulfanyl-isothiazole-4-carbanitrile

CaHsM2S53

202.31
31457, 292
heteracyclic

Hit Details

5658491
582611
5-27, B-2T

BRMN=G09154

Hit ¢ \

o

Field Availability List 1-10

|F0r Help, press F1

fidle STRUCT

Code

Field Mame Qce.

i m
(=2l

Jiefle

lALL

|Su

£
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4.2 Grid View

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

________________________________

v Hit1 BEM=2047 496 C1zH180..

E Hit 2 BRM=E6368972 C1zH1602

u]

i | Grid View of a Substance Hitset

________________________________

Hit 2 R¥.1D=3560738

-----------------

EHit 1: 5535700 Journal; Barmwell, Marin G.; Cameran, Jennifer M.; Collis, Maree P.; Crisp, Geoffrey T,
i Gahle, RobertW ‘et al; AJCHAS: Aust ). Chem; EM; 44 51991 TO5-T28.

Hit 2: 85934702 Journal; Chia, Peter 5. k.; Ekstrom, Alfred; Liepa, Imants; Lindoy, Leonard F.; McPartlin,

Mary; ‘et al; AJCHAS; Austd . Chem.; EM; 44 5 19591 T37-T46.

Hit 3: 85980551 Journal; Borisova, E. Ya.;, Komarow, ¥, W Lukashova, L. A Cherkashin, M. 1 Kopyting ¥ 5.

‘et

Grid View of a Citation Hitset

49-251; DASEAL, Dokl

Double Click an Item in the Grid to see the hit details or use the buttons “Grid” and “List”

Eif ez i) 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
Grid

E| E_Ei|3teir‘|[2|:||:|3.-"|:|4]
© - Saved Hitzets/Alert Hitsets
=l S_essin:un Hitzets

+-B: 003

Results Reports | Alerts | AutoHom

List 3| Get #| Sart Hits | Copy II Export Hits

a3 ko Skark
a3 bo Hit .
(50 ba End
Collapse
Properties. ..

Hitsek Familyi3]. ..

Sawve as,..
Delete.,.
SorkfGroup. ..

et all Related Substances. ..
et &l Related Reactions. .
et all Related Cikations. ..

Sort or Group the Hitset

Hitzet: Q03

D atabase: B eilstein[2003/04 )

Current Status: Iunsnrted

& Sotby O Group by
Iﬁ ' Ascending
" Descending
— Then sart by

| [

{* Ascending

™ Deszcending

— Then zart by

| ]

o)

Azcending

" Descending

Cancel | Help |

OF.
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Sort or Group the Hitset

X

Hitzet:
Databasze:

003
Beilstein(2002/04 |

Current Status: IUHSDrtEd

I - |

Azcending

" Descending

— Then sort by

| [

* Aszcending

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

— Thern zart by /
I J & Azcending /
" Descending
Cancel | Help | ak. I

= A grouped hitset can be sorted.
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Sorted Hitset:

Sorting Criterion
=~ Beilstein[2003/04 |

Saved HitzetzAdlert Hitzets /
=] Session Hitsets

=l ﬂ (04 [166 Reactions by|Reaction code [medium] (RX.MCODE
28 1: Freparation

-- 2: Preparation
[+ 3 Preparation

[

Grouped Hitset:

Grouping Criterion

=1 Beilstein[2003/04 |
Saved Hitsetz dlert Hitzets
=- Session Hitzets
- Q: Q04 [162 Groups by
- 1[1); 9062
- 2[1): 22595

- 3(1); 55345 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 Eeilstein[2005/04 )

Saved Hitzetz/blert Hitzets

EI SEESiDﬂ Hitzets

=- ﬂ Q04 [162 Groupz by Product BREN [RX._PBRN])

\

(group members)

Click the Hitset top level to see an

~1[1]; 9062

- 2[1); 22595 Left Mouse Click:
- 3[1): 55345 _ .
- 4[2]: 63889 .
SB[ 105117
- B[1]: 105594 S
?[2] 109273

overview of all groups (first group member
and group definition) in the Grid View

Click a hitset to see an overview of a group

Group Number
7

(Number of group members):

)

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

Value of the grouping criterion

~

Group 36{53Hit 1:[1 738676

Group Number

Number of Group Members

N S e e : ! i
T e .
Reactmii Reacknl 2 : N !
v
ReacEnid
v g
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4.4 Tree View

=1 Beilstein[2004/01)
Saved Hitzetz blert Hitzets
- Gession Hitssts

= @: A01 (8 Substances)
+ T zobutyl-alpha-methylphenylacetic acid
= 2 [5]-2-[ Fimsbytviphenyllpropionic acid
= [1]: Substance
- [BGB]: Reactian
- [1]: Related Structure
= [3]: Purification
= [1]: Conformation
« [2]: Interatomic Diztances and Angles
- [10]: Mehing Paint
« [4]: Crystal Phaze
« [1]: Crystal Spstem
-« [2]: Space Group
- [2]: Denzity of the Crypstal
[ Enthalpy of Fusion
« [1]: Other Thermaochemical Data
« [10]: Optical Botatary Power
o [2]: Circular Dichroizm
o [23] Muclear Magnetic B esonance
« [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 & QUL Hit 18 =101
Reaction ID 2073462
Reactant BEM 2050330 methyl Z-(4-isopropylphenylprapionate TTTYTTTTTTTIIITIIIA bk !
Froduct BRK 3590020 (5)-2-(4-isobutylphenylipropionic acid E’: \
MNa. of Reaction Details B ; - :
RX.ID=2073462 v SRS B S

: i 0

| —_

) 5 : o

| @ ;

S 0\ F e R

Reactti

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

View all ¥ | Show || vanid BRI List 1 Get »| Sort Hitz | Copy || Ewpart 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” View Options ‘Window Help
aarid Wiew | Lisk View F4
v Open Hitset in Grid View
* Al Fields
The structures of all substances and reactions described in a citation can be viewed Identification Data anly
as included structures. Hit anly
Seleck User Wiew 3

Define User Yiew. .,

The Field Availability provides information how much entries for which Highlight Hit Terms
Selected Hits only

field are present in the record for the selected substance, reaction or citation :
. . Goka Hik k
and links to get directly to these data:

v Structures inchided
v Structure in separate window

Field Availability List 1-10 of 30

. Al Reactions

Zode Field Mame oce.
Substance as Reackant only

PHARWT Bioactivity: Pharmacological Data |54 Substance as Produck anly
BIOD Ecological Data: Biodegradation 3 ]
RX Reaction 65 IUpdate Dates included
RSIR Related Structure 1 - oL A
PUR Euilicaiian 3 v Field Availability included
CNF Conformation 1 Field Awailability in separate window,., FS
A Interatamic Distances and Angles |2 -
P Melting Point 10 Show Hitset Histare Fé
CRYPH Crystal Phase 4 v Shiow Tree Yiew F3
C5YS Crystal Systermn 1 v Show Skakus Bar

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.
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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”

/"\\
[ . ; ; ;
Y O perator [ Field name I Felation I Field content List| 1]
\T/\ ] EffectPHARK.E) i j anti-inflamrmatony -
Wiew Options  window  Help
. . . i . . . . Grid Wiew f List Wiew F4
The term can be highlighted using “View:Highlight Hit terms v Open Hitset in Grid View
* all Fields
Identification Daka only
Hik anly

Select User View 2
Define Us i

Goko Hik *

Search Term highlighted in text

v Structures included

W Sktructure in separate windo Fz
ﬁl D | » ol Reactions

Pharmacological Data
Substance as Reactant only

Effect
Spacias o Task-System Substance as Produck only
ethod carrageenan induced paw oedema method; percentage reduction pdate Dates included

inedema at 3 hwas determined
w Field Awvailability included

Field Awailability in separate window... FS
Shows Hiksek Hiskarwy. .. F&
v Show Tree Yiew F3

v Show Status 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”.

Wiew ©Options ‘Window Help

aarid View [ Lisk Yiew F4
B Substance Identification Hitset Famiy| > Go| [] Ba|-
v Dpen Hitset in Grid Yiew — - !
Beilstein Registry Mumber AL LR K |D|i|
2l Field Beilstein Preferred RN 15687-27-1 =
I=eE CAS Registry Number 15687-27-1, 51146-56-8, 51146-57-7, ¢
Idenkifi Chemical Mame 4-|sabutyl-alpha-methylphenylacetic acid
Benzeneacetic acid, alpha-rmethyl-4-(2-r
- 4-isobutyl-o-methylphenylacetic acid
ElETT = o-methyl-4-(2-methylpropyl-henzeneace
Define User Yiew, .. 2-(d-izobutylphenylprapionic acid
ibuprafen
T q Autoname 2-(4-isohutyl-pheny)-propionic acid
e nghhght Hft Terms Molecular Formula CygH4g02
Selected Hits only tolecular Weight 206.28
oo Hit * Pharmacological Data 6 of 376 Al
Effact anti-inflarntmator
Structures included Species or Testk-System Balbic mouse
w Structure in separate window Fz i - Jehiels
Route of Application epicutaneous
. Kind of Dosin topically on mouse ear at canc. of 1 percent; given 15 min after treatment with skin
» Al Reactions - irrﬁamv B =
Substance as Reactant anly Methaod inwivo; mouse ear swelling test; ears of mice were treated with 2 percent DNCE; ear 1
Substance as Produck only
Update Dates included This View can be achieved as well using the “View”-Button in the Button-Bar:
v Field Awailability inchuded ' i Show (| Grid B List 5
Field &wvailability in separate window.., F5 Define. ..

Identification

Show Hitset History, ., F& o

v Show Tree Yiew F3
v Shaow Skatus Bar
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The “GETX’-Feature is designed to easily find related information to the current hitset:

E et w Sart Hitz | Copy ()| Export Hi
Not available in a

Reaction Hitset \

Not availableina | ———

=t 4ll Related Substances, ..
ek Al Related Reactions. ..
Get &l Related Cikations. .

Citation Hitset

et Substances by Reghlo
Get Reactions by Reghlo
et Cikations by Reghlo

Jump directly to a
Registry Number
mentioned in the text

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

Get All Related Reactions x|

— Far

% the curent Substance [kit 1]

" all Substances in the current hitzet Q03

— et all related Reactions where the oniginal Subztances

Cancel | Help |

Find all Reactions in which the title substance is involved

occur as either reactants ar products

occur az reactants
QCCUr as products

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 8713011
Reactant BREM 8687490 1-hydroxy-2, 3-dihydro-1 4-3 45, 5-triaza-fluoren-4-one
Froduct BRI 2622045 3H-3 45, 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 Issie the Structure or Reaction Picture
v Issue Strucktures as Bikmaps
Issue Strucktures as Malfiles

#4|

Selected Facts ko Report testl bkl
Open the Repl:urt/

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 Facks: Field fywvailabilicy Lisk
Select all Facts
Unselect all Facks selecked

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 | Resul@lem |nutuuum|
N~ —

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

To Repaort
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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:

| Wiew an w | Show O] Grid BB List B Get | Sort Hitz | Copy (1 Export Hitz w| Copy to Report w |
Export Settings in a Substance Context Export Settings in a Citation Context Export Settings in a Reaction Context
(including predefined settings) (including predefined settings) (including predefined settings)
Settings. .. Setkings. .. setkings...
Campounds and ALL Crata bo HTML as Repart Citations and Cormpound 10 ko HTML as table Reactions ko HTML as Table
Compound ID ko Excel as kable Citations and Compaund I0 ko HTML as Report Reactions ko Excel
Corpound ID ko Word as kable — Procite/Endrnotef/Feference Manager
Compound Lisk ta Excel Citations ko Excel as table
Compound Lisk ko HTRL Citations ko HTML as table
Compound Lisk ba Word (Citakions to HTML as FReport

Compound ID ko HTML as Repart
Compound ID ko RD-File
Compound ID ko SD-File

Hits and Compound Repart b HTML Note: the export setting to_Reference Manager
Software creates a file that can be

Hic References to HTHL imported into a Reference Manager, not
References of all to HTML as table in its native Format!

Feferences af Hits to HTML as table
Feferences af Hits ba HTML as Lisk

A 4

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

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

~Expart settings: /

Comrmet; File: Mame: Z
L i

Compound: and ALL Data to HTML a2 Feport Compound Al Data A% Chart EHI:IEIft Create a new eXport Settlng
Carpound |0 o Excel as table Compound_Grid_ta B /
Cornpound |0 boword as table Compound_Grid_to_ »
Compound List to Excel Compound_List to_Ex New.. 1~
Compound List to HTML Compound_List_ta_H1 Modify an existing export setting
Compaound List boword Compound_List_to_ b/ Edit . ////
Compound D to HTML as Report Compound_Repott H | ——
Compound 1D to RD-File Compound_to_RD_AE .
Compound |0 to SO-File Compound_to_50_AE SMOVE T——1— | Delete an export settin
Hits and Compound Repart to HTML Hitz_and_Compounds, P ng
Hit References to HTML Hit_References_to H Copy L
References of all to HTML as table References Al Grd_¢ —_— T
References of Hits to HTML as table Heferences:HiEErid__. \ . . . )
Feferences of Hits to HTML as List FReferences Hit_List £ Help... Create an identical copy of an existing export setting
10 % file BRM wversus Pharm Effect BRMwsPhamE. eee
4 | | : 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
Format of the export

Export - Define Format |

it Define Export Format

Start Select Program/File Format; Select Layout: Set delimiters (Tabs, Blanks, Commas
& M5 Waord [az HTML file] " Tahle & List [Fleport] / etc.) for an export to ASCII or to an
Define Format " Browser [HTML]  Table & List [Feport] import file for a reference manager
_ using the select box:
= M5 Excel [az HTHL file] = Table i
Define Content — S Delimiters i ASCII Fil E x
= ASCI Delimiters. . I i ][} O [ljct [Hepart] | I R =1 (11 <17 e |
for Table Format: — for List Format:
_ = Literature Managemsnt systems [Feference | g i ITﬂ«BS j I_ ll
Finish Manager, ProCite, EndMate, PFS ] SpEaliat -
i~ BSD File [Beilstein Structure and Data Format --> Commarnder] e sl |NIIINE j |EL.-’-'«NK LINE ll
= 5D Filz [Stoucture Data Format - 1515 /B ase]

" RD File [Feaction Data Format -» 1515 /B ass] Cancel | Help | ok |

— Frogram Skarting U phons - - - -
Define behaviour of the target application:

f2! Start WS Word £ No application statted T starts automatically when exporting, do not
" o Start Browse... | start, or start in a different application
Mew Expart Settings: ;I — Define Export [ arget
et et € To Clipboard Define handling of the exported data: hand
¥ Ta File: <prompt Lser: Change Settings... | \ over to application via C“pboard (no file is
™| created) or store in a file (name conventions
[ can be defined using the “Change Settings”
button)

¢ Back I MHeut > I Cancel | Help I
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Export - Define Content X . . i
X Include image of the title compound or reaction.

|| This is the one shown in the separate structure

— Structures —1 ind f the detailed Vi
Start V¥ Include images of tite structures#reactiun/ window o € detaried view

¥ Include images of referenced stuctures
Define Format _ _ \ - -
I™ 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 to View. .. | Replace Field Mames...
o It is important that the “View” is defined.
Wiew: simple. udf
Please see next page
Mot mare tharn All - occumences per fack
[~ Hit anly

Additional Data
[ incl. Field &wvailability

¥ incl. References

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

Mew Expaort Settings: - ; . . N A

[not defined) - Facts to: @ Singlefile " Multiple files References in the export

[

¢ Back I Meut » I Cancel Help
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5.2.3 Selecting a “View”

It is important to define which data fields shall appear in an export. Click | Select Facts to¥iew.. | and “New” to define the fields for your export
and select the fields from the datastructure.

Example: molecular weight and boiling points

Select Fields |
Available Fields v | | | Find.. | Selected Fields w | Bemove A1l |
- Entry Drate ;l =l Beilstein[2003/04 . Upd.02)
Update D ate EI Substance ldentification
i b Molecular wWeight
- Cher Database Structu re =1 Physical Properties
=1 Phps =1+ Single Component System
=l- Single Compaonent System =~ Physical State
- Structure and Eneray Parameter = Liquids
=1 Physical State =) Buoiling Point
[+ Crystals 2 “PBailing Point
=I- Liquids =
=1 Boiling Paint —
- Pressure Double click the field or select the field and use
i Entrg Doate
- Comment | the button to add it to the view layout
- Liquid Phasze
- Tranzition Point(z] of Liguid Modifical
[+ Gazes
- Other Phyzical and Mechanical Prope | -
1 - B | v
Cormment; I Cancel | Help |

Page 53 of 58



o MDL CrossFire Commander 7.0

Process of Invention

MDL

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 | Result 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.

AutoHom

Open Document | Print |

To print a reports click “Print”.
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:ﬂf MDL CrossFire Commander - [Reports - reporthtml] - |EI|£|

& File Edit view Help

E MDL. CrossFire Commander

Open Document # | Print |

Fird in Report/Export File:

| | “Find |

>

=181 =

Query | Results Eﬂ Alerts |Autuﬂum|

Refrezh

Report: [Repor Report Title =

=-Reports

- methylindol.htel
- rce.html

¢ e test html
&-Exports

- gub.htrl

- tegt.htrl

- et bl

Tree:
select Report or Export to be
displayed in the main display.

The currently active Report is
displayed in bold

Right mouse click offers Settings
and Delete

Sart Entries above II::}I Mame j

Beilstein Data: Copyright (c) 1988-2003, Beilstein Institut zur Foerderung der Chemischen
Wissenschaften licensed to Beilstein GmbH and MOL Infarmation Systems GmbH. All rights
resemed.

Substance ldentification [Beilstein
(2003/04,Upd.02):Substances: Q05 hit 1, BRN 2049713)

Beilstein Registry Mumber 2043713

Beilstein Prafarrad B 1AREF-N -1
Main Display: Content of the selected Report or Export. All Hyperlinks are active

Chemical Mame 4-lsobutyl-alpha-methylphenylacetic acid

Benzeneacetic acid, .alpha.-methyl-4-2-methylpropyl)- 1

|F-:|r Help, press F1

d-isobutyl-a-methylphenylacetic acid Ll
lidle | .

Page 55 of 58



E _— MDL CrossFire Commander 7.0

Process of Invention
MDL

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”

28 MDL CrossFire Commander - [Query for Server r6] o ]
ﬁ‘ File Edit Task ‘iew Options Query Help - |5’|5|

ﬁ MDL. CrossFire Commander O.uerv Results | Repuns| Alerts |AutuHum|

Query History | | Open Query| 5 B Print G ] cture | | Modify Aler | Cre bl Start Search|
Search Field Mame in Hierarchy: ? | Query Builder Search in: Beilstein(2003704) \
hd Find r Free Sites: r Steredn
I J —I total charge = 0, radicals = 0, components =1, noimpl. ring closures, no isctopes, [T hetern atoms ? Iﬁ\,
Predefined Search Forms | Hitzets | no ST [ &l atoms olf N
Hueries I r Search: o1 [ Al
=Y B_Bi|st8in[2ﬂﬂ3.-"n4] % az shuchure [ salts .
- Basic Indexes ) a5 reactant F fadf"' rings
i isotopes
Bia--S.uI:!stance. ) &z product O "
B! |?b{llogreu:-hlc Information © s reagent! i 'f
#-Fe Slences 0\\ a5 catalyst! [T mistures
i Chemical Data 3z solvent [T relat. Markush
- Physical Data . i
- Pharmacalogical and Ecological Data Clear Structure I Extenced Options |
Iand vl Search All Text ? W  Truncate.. I Clear Text |
IS earch Tem j
and | =| Search Fields ? Enlarge... I Achvanced Search I Clear Table W |
Operator [ Field name I Fielation Field content List| | |~
1 Effect{PHARKM.E] iz w ||ank - |
2 |and - s - -
3 |and - s - - -
Search Context | Substances j W
v Show Help for Search Fields
|F0r Help, press F1 |i|:||e | v
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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] 10l =]
Eow—— —T=

Results | Reports [1ERS

Shows all Profiles | Print Prafile |

| Impw.* Profile| | | | [Edit / Modify Querw| | Clear | Sawve Profile |

Find Alert [Search in Profile text]: ? | Alert Profi untitled - enter name [at most 14 letters, digits, underscores) [Alert hitsets see "Results")
| =] _Find_| =
B it Query Search Contexdt: Im
= B_eﬂstem total charge = 0, radicals = 0, components = 1, noimpl. ring closures,
fe bt no isotopes, no IST Query Options:
Sterea: off
o
T,
Alert Tree A
° Alert Query Definition

Text Search

|and Text Search: search term Automatic truncation right

Data Search

|and Effect(PHARRM.E) is anti*

4| |
[ratabasze: IBeiIstein LI Frequency: I.-'l'-.fter each update LI
Firzt rum [date]: IT-:u:Ia_l,l ﬁ Last run: I Alert Options Hit= [last run]: I Shuwl
Send results ta: IEnter wour own E-mail address [v'ou 1 ;I
Send a copy to: IEnter further E-mail addrezses [and/or existing alert E-mail lists] zeparated by zemicolons ;I
Comment: I S5 awe Profile I

Sart Entriez abowve Ib_l,l Mare LI
|For Help, press F1 fidle [ =
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Alert Options:

Define the frequency of the alert run "l"-ftEff each update

After each update
W ek ly

Enter the date on which you EIII'-"'-'E:tElld_'r'
wish the first run of the alert oty

~ /

Define the Database on which the Alert shall run
(no multiple Databases)

Database: B elMin ’I j Frequency:  JAfter each update |
First run [datel | Today @ Lazt run; I Date and time of the last run of the alert Hits [last rn]; Show
Send results b |Enter your own E-mal address [Yiou are the owner of the alert] j
Send a copy ho: EMurther E-mail addrezzes [and/or exizting alert E-mail listz] separated by semicolons |
Comment; A Save Profile
[
Enter e-mail-addresses of the people who should get / | I o
informed about the result of a run of this alert. Last run with hit will be mentioned here

Save the profile

(click “show” to view)

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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