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1 Getting Started

Welcome to MDL CrossFire Commander V6 SP1. This guide demonstrates briefly the use of the features to
create queries and to view the result.

1.1 Logon

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 V6~

The Commander Window looks like this:
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E4d MDL CrossFire Commmander - Untitled

File Edit aApplication

Task Options m Help

_1O) x|

2 | x?|

Dl wl=lE = (=)
\_/

Select Databaze:

Log On Button

Text Search:
" in bibliographic fields

Enter kewwards [ho field names]:

—TFext-Search || gear |

[ Expert mode

EDS [Easy Data Search]:

Structure Editor:

Clear |

our guery or field narme:

=
-

or uze predefined forms:

Structure Window

— Search:

i as shructure
i~ as reactant
i as product

— Stereo:
off

-

— Free Sites:
I hetero atomsz

I all atoms
Fact Search =
Al
I addl. fragments
T isotopes
I charges
I radicals
Open | Clear | I additional rings
I FRefine results: I LI Dizplay & I LI
Help |
|Ready o

e In Commander click the -Button or select from Menu
“Application:CrossFire”

e Fill in the login-box as required.
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Server User ID and Password x|

Logaon to CrozsFire server

Huioszt

zer D ||

FPazzswaord I

Change passward... |

[ Save userid and password

Ok Cancel |

Click the checkbox if you want your user ID and your password to be saved. You will not be asked anymore
for them after clicking the box.
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If you need to change your password or enter a new password after you have saved it please proceed the
following path:

Select Menu “Options:Connections..” and select the profil of which the password is to be changed. Click
“Edit” and select the checkbox “Forget user id/password for the server”. Click “Ok™.
Y ou will now be asked for your ID and password upon Logon again.

[x

Struckure Editars., .. MDL CrossFire Server Profiles, sel

Startup Tasks...

Malecule Yiew. .. default. pif
* Close |

Edit...

Check tonnection 4
Capkure

v Automnatic Conkext Selection

MDL CrossFire Server Profile [C:Program Files"-.fi::

Reqgister Products. ..

Server |Eommunication | Script Editar |
hange the Group Mame. ..

T = v Farget uzer id/pazsword faor the server
[ hthibit pazswiord change for the server

Huost

Set Settings To Default Help...
v Save Sethings On Exik

i

v Save History On Exit
Host IDUH.HDSTNAME
Show Startup Screen
Preferences...

Ok, I Cancel Help
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1.2 Database Selection

Beilzstein D atabasze: Gmeln Databaze:

SelectDatabase: [ |psornase »| ¥ [GMO103SF |

Select Database: These Listboxes select the Databases you will be searching in. Depending on your license
you may select one or more (search over multiple database) databases by using the checkboxes. In the case
of only one database being checked, the currently active database is displayed bold.

The abbreviation informs you about which version of the database is available:

XX YYYY 27 XX: BS = Beilstein (organic Chemistry)

GM = Gmelin (inorganic Chemistry)
YYYY: Year (e.g. 01) and update number (e.g. 04)
17 Specification  Beilstein PR = Plus Reaction
AB = Abstracts
AE = EcoPharm
Gmelin  SF= Structure&Facts
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1.1.2 Search Options

Text Search: Type in keywords, one ore more, to be searched in the basic index.
Example: “malaria”

Enter k d field g
R & i all et fields nter kepwords [ho figld names]

 in bibliographic fieids | "OUR KETWORD| J Clear |

Structure Editor: Draw and search for a structure as a molecular species or as component of a reaction.

Structure Editor:

Structures can be loaded as BCCOM-File or as SD-File using “File:Open”, “File:Execute BCCOM” or
“File:Execute Query List”
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EDS [Easy Data Search):
Beilztein D atabaze
. . . Your query or figld name:
Enter a Factual Query in the Text field, e.g. “bp > 100 or “Author is Maier” __| | =
[~

Use the Fact Editor (Table), the Easy Data Search (EDS)
or the predefined forms to conduct a search for specific facts.

>

&~ Use a combination of these interfaces for improved search results

1.3 Expert Mode and Guided Mode

or Lze predefined forms:

| Fact Editar !T ablei

Eibliographic D ata
Bioactivity
Ervsironmental Data
Ident. Data
Phyzical Data
Reaction Data
Solubility Data
Spectral Data

This guide describes the use of Commander in “Guided Mode” in which the Client interacts with the user to

ensure a query according to the wish of the user.

If you do not want this interaction you can switch to “Expert Mode” by checking
the corresponding checkbox. In this mode whatever was typed in is used directly
as the query, it 1s designed for use by users with highly advanced knowledge of

the CrossFire System.

v Expert mode
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2 Search
2.1 Using the Text Search

The Text Search is designed to search a keyword or expression against the basic index of the database. The
result provides a general overview to a topic.

Search your keyword in all text fields

* in all text fieldz

Select the level of your search: " in bibliographis: figlds———————— Search your keyword in the citation index only

The level determines the indexes which will be browsed with the text you enter in the query field. The Basic
Index of the databases is searched for the words entered in the field.

Type your Keywords into the field, you can enter one or more words:

Enter kewmyordz [ho field names):

Text Search: % in all text fields .
£ i bibliographic fields |del Candensation -] e |

Examples: “Malaria” or “Antimalaria”, “Aldol Condensation”, “Cancer Treatment”, “Effect of Melatonin on
sleep disorder”. We recommend to limit the search term to 5-6 words maximum.
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Submit the query by carriage return or F7 or press “Start Search”. If more than one word is typed an
AutoSearch search will be performed.

If you have selected “in bibliographic fields” only the Basic Index Citations will be searched. The result will
be a list of references.

If you have selected “All Text Fields” you will be prompted to determine the context you want to apply for
your search.
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Listing wordbyword |

single terms can be selected/deselected

“our query:
Your Query /;.-’-‘-.Idnl Condensation

=

Occurrence of Keywords in Index
Substance / Reactions / Citations

Text Search in databases Beilstein, G X|

Results in: @+ BS  GM &

Presview of word ocourences in;

Wiords: | Substancesl R eactionz* Citationz

condenszation

W\

1] | ]

[Select by clicking column headings]

Result in Database:

BS = Beilstein, GM= Gmelin
Check the Radiobutton to see the results
in the different databases

Options... |1ruh:|5 earches: near

Options:
Set Truncation and Bolean Operators

Truncatior: [eft

Help | Cancel | Start Search

Choose “Substance”, “Reactions” or “Citations” to determine the context you want to be searched. The

number of occurrences is shown for each word in the column of the context for each word separately.
Choose the context you want by clicking the header.

10
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Click the Options button to change the default settings:

‘ Options... | AutoSearches: near, prodimity, and |
5 - Cancel

11

Word search options |

—wiord distances
[+ 'wiords are cloge to each ather, OR
v ‘words are in the same fact, OR
[+ wiords are in the same document.

—wWord bruncation
4> ¥ Usze right truncation.

[T Use left runcation.

Truncatior: right

Truncation:

Truncation can be set off to search for an exact term.
A star at the end of the keyword can be used, it will switch on the option “Use right Truncation”
automatically.

Note: Right Truncation will automatically suppress the word endings “-s” (for plural) and “-ing” to
ensure the query regarding the structure of our databases.

Left Truncation will lead to a “> number” in the Information Box, correct numbers can’t be displayed for
technical reasons

- For more sophisticated search Boolean operators can be used.
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If a “query-like” text is introduced, for example “bp=100”, the user will be prompted:

=

® Your texk search field contains a valid query. Transfer ik to the EDS search field and skart owver?

If “Yes” 1s chosen Commander translates the Input into the Fact Editor Field. Please press “Start Search”
again to submit your Query.

If “No” is chosen Commander will execute the entered text as a text search.

12
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2.2 Using the Easy Data Search (EDS) or the Fact Editor

The upper field of the EDS is for expert search using the Commander’s operators and field names:

EDS [Easy Data Search):

Beilztein Databaze
'our query or field name:

bp150

F
—

w
—

It is possible to enter the query as a sentence like “Author is Mayer”, “Effect is anticancer”.

EDS [Easy Data Search]:

Beilstein D atabaze
our gueny or field name:

Effect iz anticancer

EILC

13
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In this case Commander translates the sentence into the query language and will prompt the user if more

than one field could be applied:

Show form to formulate your query
(see below)

Possible Fields
select one or double click
to open EDS or table

14

\ |

Field Search in database Beilstein

X

—"rour guery:

effect iz anhicancer

Show Farm....

ECT.E: Effect

1

-L

PH&RM.E: Effect
PHARM.EF: Endpoint of Effect

¥ Open an EDS form

ECT.EF: Endpoint of Effect
OPT kM Dezcription
k agnetic birefringence [Caothon-k Ditnn effect]
Electric birefringence [Fer effect]
Cotton Effect [abnormal curve]
ESR.EWw: Description
TH-electron Overhauzer effect
ROT kA Description
Stark effect
RakdaN KW Description
Faman rezonance effect
05k KA Descrption

s

Py o

Show Al Fields...

Show all database fields

Use if suggestions do not match
your intention

sl

Help

Cancel

Search Mo

Field Values found containing terms of
your query. Double Click to start search
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The button L__SteFem. | transfers the selected field into a table for further refining. If “Open an EDS
Form” 1s checked an EDS Form is used if available.

Add additional search term Look up possible values

Bioackivity

Species:

Type [ICHO,

Foute of application: Istarts \)ﬂ

Pharmacological and Toxicaological data
ar specify the details YW WeNaterested in:
Effect 3 " jlanticancer Q

LDSOE  [starts with \o T

— Further Details

F.emword:

\
\
Istarts with jl * \gl

Help | Cancel |

Translation into EDS Form

15

Field Name

Qualifier Value
(your search term)

Searching lor a database field

Field name: Field content:

FHARM.E: Effec Istarts withj Ianticancer

[press button for more fieldz) [a value i required] )

| Further Figldz/Parameters:

78

Delete Line

| =
Help Clear |
/ \

Add additional search term

Look up possible values

Translation into Table




. %rossﬁre

MDL

A combination of sentences can be used as well, for example “effect is anticancer and species i1s mouse™.
However, due to the complex structures of our databases it is not recommended.

Deselect “Open an EDS Form™ and click “Show Form”.

Searching for a database field x|
Field name: Field content:

PHARM.E: Effect ¥ | |starts with 7| |anticancer @

[a walue iz required)

| Further Figldz/Farameters [Operators will be set according to the CrossFire Data Structure):
b4 Istarts with j Im-:uuse
X | =

Search Help Clear | Cancel |

Successful Translation of a two sentence query

IP‘H.&HM.SF‘: Speciez or Test-

4«

‘

Note: Operators to connect the two sentences will be set by Commander according to the nature of the
query. They can’t be changed.

16
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Use Predefined Forms:

The lower field enables you to use predefined forms to start a factual search. Double Click or select and
click “Open” to enter data:

or uze predefined forms:;

Fact Editor [T able]
Bibliographic D ata
Bioactivity
Ervironmental D ata
Ident. Data
Phyzical Data
Feaction Data
Solubility Data
Spectral Data

Open |

Double Click

Clear |

Physical Data |

r Find all compounds. which have
™ Melting or Decomposition Paint values

™ Dissociation Exponents [pK valug] given

[ Euiling Point values

™ Density values

r Or gearch for detailed walues

— Melting Paoint

value or range: |= jl |g| from =al.: I |8]
— Buoiling Paint

value or range; |> jl15[| |3| at pr: |= jl |gl
r— Denazity

valug or range: |= jl Bl

|

or double click “Fact Editor (Table) to search for specific values of specific Index Fields:

17
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The Fact Editor Table displays the data structure of the selected Database and enables direct lookup of

values for a field:

Operators: and, near, next, not, or, proximity

X

= F[E[E] X[

@ (O &)

Field Marme

Field " alue [prezs F2 for more]

Double Click (or press
L~ F2) to search for a value

rd

Ipharm.e

Iantin::ann::er

/

Icancer antigens

N

N\

Double Click (or press |Line:
F2) to search for a field

Operatgr
Available Fields x|

Expand field Effect

B EBeilstein Datastructure EcoPharm
B Easic Indexes [B]]
B Substance [IDE]
@ Eibtliographic Information (BIE]
B References [(REFS]
@ Chemical Data [CHE)
@ Physical Data (FPHT)
B Pharmacological and Ecological Data (FED)
[ PFPharmacological Data (PHARM)
B Effect [PHARM.E) b
B Endpoint of Effect [PHARM.EP)
B Species or Test-System (PHARM.SP)
B Sex:[FHARM.S)
B Foute of Application [PHARM.Ra)
B Concentration [FHARM.C]
B Kind of Dosing (PHARM.KD)

B Funnare Penind (PHARK F hd
4| T »
(] I Help |

Cancel |

Rl
Cancel | (K I

|anticancer Help... |
Oecurence Content 493 of 7026
G4 anticalmodulin activib j
2 anticancer, alkylating J
15 anticancer, antibiatic
1 anticancer, antibody
21 anticancer, antimetabolite
7 anticancer, formulation 2 |
2 anticancer, hormonal
2 anticancer, immunological
386 anticancer, other s |
2 anticancer, photosenszitizer
100 anticancer, radio/chemoprotective
22 anticancer, radio/chemosensitizer
2 anticarcinogenic
—_ "R Antjratalenzic
K I— ol

18




MDL

%rossﬁre

2.3 Using the Structure Editor

Two Structure Editors are available in this version: ISIS/Draw 2.4 (default) and the MDL CrossFire
Structure Editor. You can select the tool of your choice at Menu “Options: Structure Editors...”

Press

Structure Editor;

or double click in the Structure Editor Window to open the Drawing tool, and draw

the structure or fragment, or the reaction or parts of a reaction you want to search for.

Go back to Commander by clicking on

X

(MDL ISIS Draw) or

=EC

(MDL CrossFire Structure Editor).

Once a structure is loaded in Commander general options for the search can be set on the right side of the

Screen

19

File Edt Application Task Options Query Help

] = = A e e =T 4 L

Select Database:

Text Search: i ailiex feidd
~

Enter keywords [na field names).

Rt e e |

EDS (Easy Data Search):
“Your quen or field name:

|

o use predefined forms:

Structure Editor:

—Search:
{* az structure

i~ as reactant
" az product

— Stereo:

aff -

— Free Sites:
[ hetero atoms

charges
[~ radicals
I~ addtional ings

=] Dilpas: |

5|

4

> [ all atoms

— Al
addl. fragments
Izotopes
charges
radicals
additional rings

<<= =]
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— Search:

% as stuctune
™ as reactant
™ as product

— Steren:

abzalute
relative
racemic

—Free Sites;
[T hetero atoms
[ all atoms

[ izotopes
[ charges
[ radicals
[ additional rings

Select the role of the drawn structure:
- as structure to retrieve data about the compound
- as reactant to view the reactivity of the compound
- as product to retrieve preparations of the compound

Set stereochemistry options

Allow free sites on hetero atoms or all atoms.
No selection: exact search

Use checkboxes to select the options you want to apply .

To toggle all options on/off hold CTRL and click one of the options
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2.3.1 Reaction Search by Structure

Reactions are typically searched by structure. Full reactions, when starting material and product is known,
can be searched by drawing the reaction in your preferred structure editor (see xxx)

Reaction Drawing in ISIS/Draw Reaction Drawing in CrossFire Structure Editor

EStructure Editor - [Sre.Document in Untitled]

&2 1515 /Draw - [Structure in MDL CrossFire Commander]

@ File Edit Options Object Text Templates Chemistry  window Help gt e M Tesk Wew Optme Eifveds Quary Wi (R
BlEEDEEEEREERER [Clefnlsefsf & [F=l=l=fw = Hlololok

D& %= & e x|

total charge = 0, radicalz = 0, components = 1, no impl. ving closures, noisotopes, no 1IST

Reactart ‘\/Reac‘tam 2 Product 1

Commander recognizes automatically the role of the structure as |E eactant fand [Product|by the position of
the arrow.

21
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Half reactions can be drawn in similar way, however the structure options window described above can be
used for more flexible query formulation:

Draw a structure and load it into Commander. Select the role of the structure using the radio buttons.

Ed MDL CrossFire Commander - ¢, program files' xfc6splusers'jtannemann’bsdibob.bsd( =101 x|
Fil= Edit Application Task Options Query Help

D@l f=m 8 [ e 28

Ecilstein Databasze: Gmelin D atabase:
SekctDatshase: ¥ [pso202aE  ~| [ [amoanasr -

& in ol et field Enter keywords [no field names)
Text Search: S () =l Lz L=l | ™ Expert mode
in bibliographic: fields Il J Clear B
EDS [Easy Data Search): Structure Editor: [y Clear | _?.famh:l i 5 EEI[':I"I
Beilstein Databaze = - as shructure
“Your query of field name: tatal charge = 0, radicals = 0, components = 1, na impl. ring clasures, as reactant
" as product .-

Ll

no isotopes, no 15T "\ r:. aE Etrul:ture
Steren
or uze predefined forms: off 2

i azreactant

I~ hetero at
e [ e ™ as product
—Aillow
[~ addl f t
2\ 0 - Eutup:sgmen :
O K}

™ charges
[~ radicals
I~ additional rings

Spectial Data

Open Clear

||_ Refine regults: IA" j Display As: ISubstances = ‘
Help Start Search

|MEL CrossFire |Status: Idie v

22
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2.4 Use a saved query

A query including all options can be saved for future use or as template using “File:Save” or “File:Save
as..”. from Commander. These can be text, fact or structure queries.

Using “File:Open” these can be loaded again into Commander. In case of a structure the options for the
saved file can be different from the current settings. If this is the case Commander prompts you to select the
options you want to apply:

Retain or Replace Query Opktions il
The guerny lnaded containg options ather than your curent zettings.
% Llze the options in the querny i the optionz in Commander
 \ .
~Sterea————————— —Stereo: ————___| Check your choice
aff x aff -
— Free Sites: — Free Sites:
[T hetero atams [T hetero atomns
[T all ators [T all atoms
Settings in File N — hlow < Current Settings
[T addl fragments [ addl fragments
[T izotopes [¥ izotopes
[T charges [¥ charges
[ radicals [ radicals
[T additional rings [T additional rings
oK.

23
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The behavior of this prompt can be customized:

Use “Query:File/Open...Options” to select

Cuery  Help

abructure Quers Dpkions, ..

v Do AutoSearches
Always prompt

Stop AutoSearches after the 1st hit
v Show box before a mulkiple daktabase search 3
Always use options
/ saved with query

File/Open. .. Options * Show query options select box

Always use the query options

Database Information. ..
Display Conkexts, ..

always use the Commander options Always use options
| set in Commander

24
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2.5 Combined search

MDL CrossFire Commander V6 offers the unique opportunity cross search multiple Databases.
Depending on your license you can choose MDL’s Beilstein and Gmelin Databases; if available customer
Databases can be included as well.

Click the checkbox of each Database to select or deselect it.

Beilstein D atabaze: Gmelin D atabasze:
Select Database: [V |BsmnmE - ¥ IEHI]1I]35F -]

If more than one Database is selected the EDS are not active as they are specific for each single database.
Therefore a multiple search can only be carried out with a structure and/or a text as query.

The results from each database will be displayed in parallel, in separate windows on a single screen, since
different fields are connected with the content of each database.

25
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2.6 Start Search

&~ Searches can only be started from Commander.

ﬂ MDL CrossFire Commander - c:hprogram files'xfcbspusers'jtannemann’,bsd’bob. - |EI|1|

File Edit Application Task ©Options Query Help

- use the “Start Search” Button D= 22 8 X e 7%

Beilstein D atabase: Gmelin Databaze:
SelectDatabase: ' |pso203aE  ~| [ [amoaoesF -

Enter k d field :
E— & in all et felds nter keywords (no figld names]
" in bibliographic fields I

NG

N

- Hit “Enter” on your keyboard

J Clear | [ Expert made
rSearch —————
Clear | * 3 shucture

" as reactant

EDS [Easy
Beilstein D atabase
our quemny or field name:

ta Search]: Structure Editor:

total charge =0, radicals = 0, components =1, no imgl. ring -
clazures, no izctopes, no 15T as product

\ alf -

o uze predefined fomns:

to start your search.

- Press F7 \i T
=

26

Fact Editor [T able)
Bibliographic Data
Bioactivity
Environmental D ata
Ident. Data
Phyzical Data
Reaction Data

Cool L. P

Open |

Clear |

N

r Free Sites:

[~ hetero atoms
[~ all stoms

r— Aallow:

[~ addl. fragments
[~ isotopes

[~ charges

[ radicals

[~ additional ringz

SN

N

[ Refine regults: IAII

ng I Substances - I

Help |

D\
St.art Search

|MDL CrossFire

[Status: Idle
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3 Search Options

Depending on the search option you used, Commander displays the result as described below. You always
Change Euery or Eack to Clueny

find a Button
insufficient.

that enables you to rework your query when the result is

3.1 Query Result

The result of the search without further options is displayed like:

: Cluery Result
Number of found items — P |5 Substances from BST1044E stored in 002 e
Diizplay Hitz Change gueryl Clase T Hitset Number
Structure Cluens: Rern with free sites zet
Go to Display Hits

27
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3.2 AutoSearch

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

Cuery  Help

Struckure Querst opbions. .

v Do futoSearches
Stop AutoSearches after the 1=k hik

v Shiow box before a multiple database search

Catabase Information. ..
Display Contexts..,

AutoSearch can be stopped after Commander found the first Hit. If this option is not selected Commander
will use all possible variations of the query.

Variations when using a structure:
original query — free sites on hetero atoms — free sites on all atoms — allow additional rings

Variations when using a text search (more than one word):
Boolean Operators “near” — “proximity” — “and”
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The result is displayed, including information on the variation of the query

Select | Hit= I Maote | Cluery |
o] Original Qlueny
/T ; TR
: / Information: Ry
Hitset Numbe// Variation of the Query P
Select Box M M -
Number of Hit
= 5 Relax =tructural restraints:
free zites on hetero atoms “M\&
| " Query used
Nf’ff M. L.

oz 5 Felax structural restraints:

X impl. free sites
free sitesz on all atoms

[T

Use the Checkboxes 02 to select one or more hitsets for display.
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3.3 Combined Search

The result of a search in multiple Databases (combined search, see 1.1.1) is displayed in the same fashion.

Use the checkboxes to select the Hitsets for display.

30
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4 Display Hits

: . Dizplay Hits Wi i -
From the display of the query result click or to open “Display Hits”.
@5 Display Hits - [Beilstein:Q13 hit 1 of 5] — o] =|
&5 File Edit Task Miew Options Window  Help ===l
E | @] &|o~v | < »|n| =] BFO | Qlm g =y
Cpen Save Prirt Export Start Priar et End Back | Forwed Shoeae Copy Short - Helgp aa
& Gmelin(GM01035F) ! Hit1:8687480 CloHakzOz | Hit 2869090968 CiaH19N202 —
i = S5aved Hitsets : 1
{ - FERROREACT [23080 Reactions) | o] : —,
E- FERROSUES (5320 Substances) ;
| - Gmelin[GMMALCIT [7 Citations])) | : D
i - Session Hitsets i R, Ty :
[l Beilstein(B50104PR) : 5
[H- Beilstein[B S0 044E) 5 \ :
= Beilstein[BS01044E] : ) [V
EI Saved Hitssts : N/ H
[ Beilstein[BSMACIT [415 Citations] N N
. [ CASCADET [5 Substances) : M D l
| [ CASCADEZ (5 Substances) : aln lsp ay
i - DMCPFOR (17 Reactions) Lo
. E-STEROIDS (25113 Reactions) Hit 3:8705408 CisH17 N30 Hit 48711363 C17H13N303
=1 S_ession Hitzets
- Q04 (42 Substances)
B Q07 [42 Substances)
B @10 (283144 Substances) = o o
- Q12 [5 Substances) o | RS
G 0135 Substances) = . . =
L]
T . | T T | .
ree View [y !
. \”/
< [ 2 I
| Open... I ;I
|For Help, press Fi1 == |STRUCT |subs 2
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4.1 Main Screen

The main screen starts on default with the Short Display of the results. Depending on the query the hits are

automatically displayed as

Structure

Molecular Formula

\ N

Note:

If these are displayed
in red: Biological Data
are available!

Hit 2§EQQQEE C1aH1aMa02

L

Structure

Hit 4:83711363 CarH1zMz 03

N NH
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as Reaction

| Hit 2786ETOTT

__________________________

________

Hit 3:8677240

:L'\ ! H : . :h = : Q E :
P Y K P ity s : ; ! |
! = M :O:’ ! o ! . =3

A it AN = N L

o/ B TN A | U -

5 5%95 IS NG}

N P : :..:L; ) : !

§||\;f - - o b = : :

: o ; D_) : T v

Hit 4:8718266 Hit 5:37 24573

E D e T I

: /Ql : : ; b Q :

: b = : . b :

D -l I o g Yy

1N \[]) P jJ/ | g m
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-or as citations

EHit 1:55005873 Journal; Pessi, Antonello; Bianchi, Elisabetta; Bonelli, Fahio; Chiappinelli, Lorella; J2CCAT, . Chem Soc. Chem. Commun.; EM;
: 1;1990; 3-9.

Hit 2:845012452 Joural; Escande, G Chevalier, P verdier, F.; Bourdon, B, JPMSAE; J.Pharm.Sci; EM; 79; 119890, 23-27.

Hit 3:595034a86 Journal; Marita, Mitsuaki; Takegahara, Hitashi; Ono, Seiji; Sato, Hisaya, BCSJ4A8; Bull.Chem.Soc.Jdon.; EN; B3; 2; 1990; 484-488.

Hit 4:5509164 Journal; Jung, Mankil; Li, ¥un; Bustos, Daniel &; EISohly, Hala M. MoChesney, James D.; Milhous, Wilkhur K JMCHWMAR; J.ed.
Chem.; EM; 335, 1990 1516-1518.

Hit 5:55245841 Journal; Mansar, 5. M Ward, 5. A Edwards, G, Hoaksey, P. E; Breckenridge, A M JPPMAR; J Pharm Pharmacaol ; EM; 42
19490, 428-432

Hit 6:5528096 Journal; Hooper, M; Kirby, GC; Eolkarni, M Kolkarni, SM; Magasampaoi, BA; et al; EIMCAS: Eur.d Med. Chem.Chim. Ther.; EN;
289195800 T17-723.

H

Shart

Double Click the item you want to see or select it and click for details.
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4.2 Tree View

35

E..

F

Gmeln(GMO1035F]

- Saved Hitsets
- Gmelin[GMMALARIA (7 Citatin
. Sezszion Hitsets

-Beilsten[B50103AE]
- Beistein[B307043E)

El S.a'-.fed Hitsets

[+ Beilstein[B SMALARLS [415 Cit.

- CASCADET [ Substances)

#- PREPCASCADE (5 Reactions,

[=]- Session Hitzets
M- 301 1102 Citations)
- Q04 [2 Reactions]
- {ofils [1 Substances)

-Beilstein[BS0103PR]
-Beilstein[BS0104PR)
-Beilsten[B501034E]
-Beilsten[B5010448]
-Beilstein[BS0103RE]
-Beilstein[BS0104RE)

Open...

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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The Tree View can be used to change the context of a Hitset from the original to Citations, Reactions or
Substances. Do a right click onto the Hitset and select “Convert...”

El S_aved Hitzets

E 50 ko Start Eli]':“at'ﬂﬂﬂ.
__ F 50 ko Hik. .. ctions]

_____ Cogy @0LO End

Beilstein]  -Ollapse

Beilstein]  Properties...

Beilstein] LY

f o ma ma

Choose the extent of the conversion and the context,H;)vhich you want to put the hitset in (here converting a
hitset in Citation Context to Substances or Reactions)

Convert a Hit or Hitset El

— Corvvert
¥ the Current Hit Mo, 1 of BSkALARIA,
"~ the Entire Hitzet ESMaLARLA

— T a new hitzet of all referenced

ISuI:ustanu:es j

Reactions
k. I Help | Cancel |
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4.3 Function of the Buttons

The buttons in the Display Hits window have the following functions:

Export selected data. Select from predefined Export definition or

& create your own (choose Settings in Drop down menu)
Export
I4 4 b b Goto First / Previous / Next / Last hit of the selected hitset
Prior Mext End

Go to Commander. You can also press F7

Switch on/off Display of structure in Main Screen

o [ ¢

o

Copy structure to Structure Editor (opens the Editor)

]

]
=]
—
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H Toggle on/off Short Display
=hort
slézf;h Click to view the search query used
&
"-"i?l'-“-' Define the view on the data:
- - Identification (Substance/Reaction/Reference and
Field Availability List)
- All Fields
- Hit Only (Substance/ Reaction/Reference and
Abstract)
Define your own View File
To define your own view click on Button “View” and select “Define...”. In the window which opens you

will find your saved views. Select the View File and press “Apply”. Press “Edit” if you want to Edit the
View File. Press “Remove” if you want to delete the View File.
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To create a new one press “New...” Select the Field you want to apply in the left screen and press “Copy” to
add it to the View File.

Define UserYiew

x|

Database Structure: I.‘xiF.&EEEI?.DST Canpgat: IEitatin:lnS

Arailable Fislds Find I Fird Mest | Oy Selected Fields Remove Remaowve all |
B Eeilstein Datastructure EcoPharm B8 Ecilstein Datastructure EcoPharm
B Substance [IDE] R Chemical Data [CHE]
B EBibliographic [nfarmation [BIB) B Feaction Details [Fx)
@B Citation Murmber [CHR) B Catalpst [Rx.CAT)
B Citation [CIT)
B Cocument Type [DT)
B Authors [AU) —

Patent Author [P

Patent Murmber [PM]

Patent vear [PF)

Patent Language Code [PL2
CODEM [CO]

Journal Title [T

Journal/R eview Without CO
Country Code [CC)
Language Code [LA)

Location of Publizsher [LO) -
1] | 3 1] | -+

Ok Cancel | Help |
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5. Print and Export

5.1 Printing

=
Choose “File:Print...” or [CTRLAP] or press ﬁ and select the range you want to Print (Current Hit; Hit
1 — X). Select your options and the layout and press OK. Commander will print the View of the Main Screen
(see 3.3.3) on your standard printer.

If you want to print only some facts from a hit, mark the desired detail at the check box on the top right

Reaction 1 of 2 ﬁl
Reaction ID gr 134

Feactant BRRM 8687490 1-hydromy- 2, 3-dibydro-14-3, 43, 5-triaza-fluoren-4-one

Froduct BRM g682045 3H-3 43 5-triaza-fluaren-4-one

Select one or more facts and start printing as described above.
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5.2 Export and Report

All information in your hits can be exported to other applications such as Microsoft Word, Microsoft Excel
or your preferred HTML-Browser. You can export full hitsets, a range of hits or extract information from a
hit.

ﬂ
Select the information and use the menu “File:Export” or the Button EXPOM ¢ define the format for export.

You will be prompted for the settings of your export. Choose one of the predefined settings for Export in
various formats or “Settings..” to define your own.
The selected export destination will be opened with the export file when finished.

5.2.1 One Click Reporting

In the Full Display view, each field is equipped with a Title Bar on top that is used to select factual data (see
4.1) and to perform “One-Click-Reporting”:

Button One-Click-Reporting \
Reaction 1 of 2 ﬁl

Reaction ID 8713044
Reactant BRRM 8687490 1-hydrowx-2,3-dihydro-1 H-3,4a,5-triaza-fluoren-4-one
Froduct BRM 262045 3H-3 43 5-triaza-fluoren-4-one
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Clicking on the button or a right mouse click anywhere inside the fact opens a menu:

AT
Selected Facts to Report teskl, html
iJpen the Repork
Set Report File. ..
Sek Report Title. .,
Clear Report File

Copy Fact to Clipboard
Selecked Facts ko Waord

v Issue the Structure or Reaction Pickure

v Issue Structures as Bitmaps

Select all the Facts: Field Availability Lisk
Issue Skructures as Molfiles siett althe Facts: meld Avalanlity Ls

Select all Facks

Unselect all Facts selected

The selected fact will be added at the end of the defined report (see first row). Use the options to operate the
Report function.

To view the report select “Open the Report”. To print the selected facts choose “Print” from the “File”-menu
and check the range “Selected Facts”.
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5.2.2 Reference Reporting

MDL Commander V6 offers the possibility to export reference lists in various ways:

- If a hit is in Substance context the last item of the tree of the substance is “Reference”. Select it and a
deduplicated list of all references for this hit are displayed in the Main display. You can report, export
and print it in the way described earlier.

- If you have a hitset in citation context you find a predefined export setting (see Chapter 5.2) for export
of references to Endnote, Procite or other reference managing applications.

- From each hitset you can export a list of all references as HTML. You will find a predefined export
setting if you click the “Export”-Button. A framed document is produced , in which you find the
compounds you exported on the left side, select them by clicking on the hit number. The facts of this
hit will be displayed in the right frame. On top of the frame you find a hyperlink “Reference List”.
Clicking this link leads to a deduplicated list of all the references of the exported compounds.
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6. Default Settings

Commander

General:

44

Application:

AutoSearch

Stop AutoSearch after 1% Hit
Save Password

Startup Task

Expert Mode

Save Settings on Exit

Save History on Exit
Automatic Context Selection
Show Box before a multiple Database Search
Show Startup Screen
File/Open...Options

No Application
Enabled
Disabled
Disabled

No Application
Off

Enabled
Enabled
Enabled
Enabled
Enabled

Show query options select box
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Structure:
Structure Editor MDL ISIS Draw
Options:
Search As structure
Stereo Off
Free Sites: hetero atoms Disabled
Free Sites: all atoms Disabled
Allow addl. Fragments Enabled
Allow isotopes Enabled
Allow charges Enabled
Allow radicals Enabled
Allow additional rings Enabled
Define Structure and Reaction View:
Mean Bond Length 12 mm
Atom View
Atom Symbol Disabled
Without C Enabled
C as Dot Disabled
Atom Number Disabled
Atom Attributes
Number Disabled

45



3

rossFire
MDL
Mass Enabled
Topology Enabled
Charge Enabled
Radical Enabled
H-Count Enabled
Free Sites Enabled
Valency Enabled
Attachement Points Enabled
Attachement Number Enabled
Stereo Disabled
Bond Attributes
Topology Enabled
Stereo Enabled
Site Number Enabled
Reaction Attributes
Atom Mapping Enabled
Reaction Center Disabled
New Bond Type Enabled
Text Search:
Text Search In all text fields
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Options:

Words are close to each other
Words are in the same fact
Words are in the same document
Use right truncation

Use left truncation

Display Hits

47

Short View

Tree View

Open Hitset in Short Display
View

Save Settings on Exit
Include Structures

Include Field Availability
Selected Hits only

Status Bar

Enabled
Enabled
Enabled
Enabled
Disabled

Enabled
Enabled
Enabled
All
Enabled
Disabled
Enable
Disabled
Enabled
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