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Part 1: How to Browse a Database

Browsing a database with ChemFinder isintuitive and simple. It requires only two basic steps:

1) opening a Form (which you can regard as a “viewer” for the database)

2) browsing the database

If you are confused or unsure of any of the computer-related terminology used in the following tutorial, you might
want to review the section “ Conventions’ in the Introduction of the Cheminfo User’s Guide.

OPENING A FORM

First, start the ChemFinder application:

¢ Using the Windows Explorer (Windows 95/98 and Windows NT 4.0), click the ChemFinder application, which is

named cfw.exe.

ChemFinder launches and displays an empty form.

To open the Cs_demo database:

1. From the File menu, choose Open, or click the Open tool.

The Open dialog box appears.

Open H
Look in: | A ChemFndr j ﬂ IEE_
1 Samples
1 System
File name: |

Open |

Files of type: |EIS Chermfinder 4.0 Farms [* cfw)

" Open as read-only

ﬂ Cancel

2. From the Samples directory, select “ Cs_demo.cfw”

Look in: | 3 Samples j ﬂ IEE_
5 Agrobase.cfw @Nci_demo.cfw
@ Miademo. chw
& Féfoctds. chw
» Infachem. chw
& I5i_demo.che
File name: |Es_demo.cfw

Open |

Files of type: |EIS Chermfinder 4.0 Farms [* cfw)

" Open as read-only

ﬂ Cancel
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3. Click the Open button

The Cs_demo database opens in ChemFinder:

Shucture Molecule Mame:

Berzens

Formula

|EsHs

e

SYN_ID Synongm =
1 Benzene

Molecular Weight Mol IO 1 Pheryl hydride

78.113 1 1 cyclohexatriens =
3
4| | LlJ

Ready at 1 of | 285 db | 285

= ES

Thefileis opened, and the database will be opened with the first record displayed in the form.

Switching Between Open Documents

Each time you open aform, a form window appears. If you have opened more than one form, the form windows are
stacked. The front-most form is the active window where you can actually do work. All open forms are listed in the
Window menu.

There are several ways to make another open form the active window:
* From the Window menu, choose the form.
¢ Or, click any exposed area of the window you want to be the active window.

¢ Press Ctrl+Tab to switch among the currently open form windows.

Closing a Form

Now lets close the form you have opened.
Toclose

* From the File menu, choose Close.

ChemFinder closes the form.

BROWSING A DATABASE

One way to view a ChemFinder database is ssimply to browse through the database one record at atime, just as you
would turn the pagesin abook. Thisis agood way to see some of the information available.

* Openthe Cs_demo database as in you did in the previous section.

Y ou can now browse through the Cs_demo database using the Record Tools on the Record toolbar. Try it!

Firsrecord GoTorecord Lastrecord

Fesord Tools [x]
|4|;4| |>}|>|| »| o]

Previousrecord  Next record
« Click First Record to display the first record in the database.
« Click Previous Record to display the record before the currently shown record.
« Click Next Record to display the record after the currently shown record.

« Click Last Record to display the last record in the database.
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Alternatively, from the Record menu, you can choose the corresponding commands.
You can aso go directly to a specific record by using the Go To Record command from the Record menu.

¢« From the Record menu, choose Go To Record, or click the Go To Record tool.

The Record Number dialog box appears.

I NOTE: The current record number is displayed in the Satus Bar at the bottom right of the form window.

Record Humber [ %]

Goto: [RA3H

Cancel | ok I

« Inthe Record Number dialog, enter the number of the record (within the current list) you want to display, and
click the OK button.

The specified record is displayed.

The Status Bar

As you move among records, counters in the lower right corner of the ChemFinder window change to indicate the
current record, the current list size, and the total number of records in the database. The lower |eft corner of the same
window displays help for menu items and other information.

When you first open aform, the current list size will equal the total database record count. If you do a search to find a
subset of the entriesin the database, then the current list size will change to indicate the number of hitsin the search.

Current record  Total database size

[
I |

a[ 3 of [ 284 db| 284 |

Current list size

To the l€ft of these counters are three other indicators that show the general status of the database. The first will
display the word “READ” when you are using a read-only database, such as one that is on a CD-ROM. The second
indicator will display theword “ ADD” when you are entering a new record. The third will display “ QRY” when you
are entering a query.

| | [ORY at|

To hide/show the Status Bar:

¢« From the View menu, deselect/choose Status Bar.

I NOTE: The“ ADD” indicator is not applicable to CD-ROM-resident or Read-Only databases.

The Data Table

Sometimes browsing through a data record set is more convenient if the data are presented in tabular format. To
display datain atable:

¢« From the View menu, choose Data Table.

Selecting Data Table will bring up alist window containing the fields and records in the form.
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mivil

[EVCs_demo.ciw:2 H=IE|
Holec Stucture Molweight [LLI01]| Molname |Formula] «
Benze
\
SN i |1 ‘ 78113 Benzone  |CBHE
| Cotle P
Br
/ SR
‘ 157.010 Bromobenzene CEHEBr
i
]
‘Molecular vweight Mal_ID
a3 K 68.075 Fi CaH4D
P F [ )
< S
AN . 5

To display a particular record in the form:

¢ Click that record’s entry in the list window.

To resize the column widths in the Data Table:

« Place the cursor on the dividers in the top header. (The cursor should change to the icon shown below.)

¢ Press and drag to adjust the column width.

E!' Cz_demo:2 [_ [0

MOL_ID Fulmula*MulW'eight Molname | =
7 CIHE | 42080 Cyclopropane [—
a C4Ha3 a6.107 Cyclobutane

9 ChHaE 68.118 Spiropentane

10 C4HEN G7.090 lzopyrrole LI

Toresizetherow heightsin the Data Table:
« Place the cursor on the dividers in the left header. The cursor will change to the icon shown below.

* Press and drag to adjust the row height.

E!' Cz_demo:2 [_ [0

MOL_ID | MolwWeight| Formula Molname | =
7 42.090 CIHE | Cyclopropane —
a aE.107 C4 HB Cyclobutane

| 4 9 68.118 ChHE Spiropentane
10 G7.090 C4HEM lzopyrrole LI

By default, the fields in the Data Table are displayed in the order in which they were created.
To reorder the columnsin the Data Table:

¢ Click one of the column headers to select the column.

E!' Cz_demo:2 [_ [0

MOL_ID | Molweight 0 | Molname | =
b7 42,080 Cyclopropare [—

a AE.107 Cyclobutane

9 63.118 Spiropentane

10 £7.090 lsopwrale | 7|

« Drag that header to a new position. The cursor will change to the icon shown below. The new position will be
indicated with a dashed vertical line.

E!' Cz_demo:2 [_ [0

k2,080

] BE07 3 Cyclobutane
9 '63.118 0 piropentane
10 157.090

Anocther convenient method of viewing data is by displaying a form and data table simultaneoudly in Tile layout.

« If you haven't done so, choose Data Table from the View menu.
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¢ Click on the form to activate it.

¢« From the Window menu, choose Tile.

4§ ChenFinder - Cs_demo.chw M= B
Fle Edt View Test Seach Record Scripts Window Help

Ofcii| &[=le] &) 2[=]] wl v ] | =] ]x] A @2

it
BV Cs_demo chw1 HE =
Structun —Malecule Nam
Furan
0
| / |E4H4D
||0xu\e :I -
4] | AW
[EVCs_dema.ciw:2 I [=] 3
Structure Mofweight | MOL_ID Molname Formula[ =
o Ll
3 [) £6.075 3 Furan C4H4D
3
/ 8414 4 Thiophene CaH4S
NH
N =l
[ [ af 3  of 288 o[ 288 4

The form will be displayed on the upper half of the ChemFinder window, and the data table will be on the lower half.
The window that you selected before you chose Tile will be shown in the upper half.

NOTE: If the Data Table window is active (i.e., itstitle bar is highlighted), then some menu options are not
available. To access these options, first click on the main form window.
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Part 2: How to Search a Database

PERFORMING A TEXT SEARCH

Because databases can be very big, browsing is often an inefficient way to locate specific information. In such casesit
is better to search the database for arecord or data item.

Searching a database is like using the index of a book. With an index, you can quickly focus on the few pages you are
interested in. Similarly, when you search a database you will find only those records that have the information you
looked for. Once you have this smaller collection (often called a hit list with each record found termed a hit), you can
browse it much more efficiently than you could the whole database.

Thistutorial will show you how to perform a molecular formula and a pure text search, as you learn how to search the
Cs_demo database to find compounds with six carbons and one or two nitrogens. Before you begin:

« Openthe Cs_demo database (as in Part 1).
Now you will perform aformula search:

1. From the Search menu, choose Enter Query, or from the Search toolbar, click on the Enter
Query button to clear your form.

Theform is cleared to alow you to enter your search terms. Also, the status indicator in the status bar is changed to
remind you that you are in query mode.

2. Click in the Formula data box, and type the query “ C6 N1-2" in the formula box.

Farmula
CeM1-4

This entry specifies a molecular formula having six carbon atoms and one or two nitrogen atoms.
3. Click the Find button, or press Enter.

ChemFinder begins its search. The progress of the search isindicated by countersin the status bar at the bottom of
the window. When the search is complete, the number of hitsisdisplayed in the Current List Size window of the
Status Bar, and the form displays the first hit. Thelist you can browse is limited to the hits found in the search. You
will get 12 hits.

I NOTE: If a search gets no hits, an alert appears and the list is automatically reset to the full database

€ ChemFinder - Cs_demo._cfw

View Test Seach Hecord Sgipls Window Help

DI(@) ([ 8] 2| il v ] o ~[|x] ]| 9l.o] £ 0o Falks
B Cs_demo.ciw [}
Structure Molecule Name
o ’mvubenzene
1N Formula
‘ = \O’ ‘:aHstz
P
[_svn_D Synonym
Molecular Weight ol ID
12311 5
Ll | |
=

12 hits, 0 secs at| 1 o 12 | 288

4. From the View menu, choose Data Table to display the hits and verify that the formulas are correct.
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€ ChemFinder - [Cs_demo.cfw:2]
[} Eie Edit Wiew Tex Seach Hecod Sgipls Window Help _18] x|

] =21 = = T I Y T A R J_I?MTEFEI

Stucture MolWeight [WoLT] Molname

» ST o [zan D Nitroberizene CBHEND2

Ej\[/n 12311 58 Nicotinic acid CEHEND2
{;\F/D 12213 60 Nicotinarmide CBHEN20

=
‘ 2 93128 62 Picoline CBHTN

< | >
Ready at[ 1 o 12 | 268

Next, you will perform a pure text search to find all compounds in the Cs_demo database with molecular names
starting with “benz”.

To perform this text search:

1. Click in your form to activate it.

2. Click the Enter Query button to clear your form.

3. Click in the Molecule Name data box, and type the query “benz” in the Name data box.

4. Click the Find button, or press Enter.

Hits will have names which include the starting string “benz”. Y ou will again get 12 hits.

5. From the View menu, choose Data Table to display the hits and verify that the molecular names are correct.
NOTE: Notice that this search gave you “ benzene” but not “ bromobenzene.” The query you entered above is

an “ anchored substring” and thuswill only give you any string starting with the indicated substring. For
more information regarding how to specify your text searches, see Chapter 3 of the Cheminfo User’s Guide.

PERFORMING A STRUCTURE SEARCH

To perform a structure-based search of a ChemFinder database, you enter a query by drawing the target structure
using ChemDraw. Structure searches may be used to find compounds which: 1) areidentical to the drawn structure,
2) contain the drawn structure as a substructure, or 3) are similar to the drawn structure. In thistutorial you will use
CS ChemDraw from within ChemFinder to search the Cs_demo database to find all molecules which contain the
propanone skeleton as a substructure.

Drawing the Structure with ChemDraw

Thefirst step in performing this substructure search will be to draw a structural query, in this case propanone, using
ChemDraw.

Once again, before you start:

¢ Openthe Cs_demo database.

You will begin asyou did for the text search:

¢ From the Search menu, choose Enter Query, or from the Search toolbar, click on the Enter Query button.
Now that the form has been cleared:

« Right-click in the Structure box, and from the Context menu, choose Edit Structure.

This command will open ChemDraw. Y ou will see the empty ChemDraw main application window and toolbar as
shown on the following page.
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% CS ChemDraw Std

Ele Edt ool Object Stuctwe Tet Curves Color Windaw Help

D|=(E| sf HEE] =] alaf SE] AT

LA d SISV P
B e

=1

‘i’{
g

9|2 |01ew].~|
QRICICIO: |

< |

[_[O]]

L‘{

100

Empty ChemDraw Window

Now you will draw propanone in the ChemDraw window.

1. Click on the Solid Bond tool in the toolbar.

SR [ n

2. Position the pointer (which appears as a cross when a bond tool is selected) anywhere in the empty ChemDraw
window and hold down the mouse button.

3. Drag the mouse diagonally upwards to the right at an angle of about 30 degrees (the Message area at the lower

left corner of the document window shows the angle) and release the mouse button when you have extended
the bond to its fixed length.

Y+
+ /
2. point 3. drag

NOTE: Fixed Lengths and Fixed Angles should be checked under the Tools menu, as shown below. If either is
not checked, click it to place a check beside it.

=

Showe Bulers
v Show Toolbar

v Fired Lengths
v Fized Angles

Show Page
b agrify
Reduce

Object Structure  Text
Crozshair Chri+H i

F11

Ctrl+L
Ctri+E

FE
F7
Fa
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Next, add a bond:

4. Point to the right atom of the bond.

5. Click the atom to add a bond.

A second bond is automatically deposited at a 120-degree angle between the bonds.

% N

4. point 5. click

Next, add a second bond:
6. Continue pointing to atom C2.

7. Click the atom to add a bond.

Ak

6. point 7. click

Next you will change a single bond into a double bond:
8. Point to C2 and hold the mouse button down.

9. Drag from C2 to C4 over the existing single bond. Release the mouse button.

8. point 9. drag

Next you will add |abelsto the structure. Atom labels can be added in several ways. These will beillustrated in
various stepsin the tutorial.

10. Point to atom shown below.

11. Double-click the atom.

10. point 11. double-click
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12. Type capital “O” in the text box that appears.

To close the text box you can click in an empty area of the window, press Enter, or click to select another tool.

12. type

Now that you have drawn propanone in ChemDraw, the next step isto import the structure into ChemFinder where it
can serve asthe basis of aquery. To do this:

¢ Click in the empty structure box in the Cs_demo.cfw window in ChemFinder.
Propanone now appears in the structure box, and you are ready to perform the search.

NOTE: See Structure Searching in Chapter 3 of the Cheminfo User’s Guide for more information on Drawing
in ChemDraw.

Searching for the Structure in ChemFinder

The Search menu offers a number of options. Since you seek all moleculesin the Cs_demo database that contain
propanone as a substructure, you should make sure that the Substructure option is selected in the Search menu, and
the Similarity option is deselected. These menu items are toggles; each time you select them, the checkmark is
removed if it was there already, or added if it wasn’'t. So before you commence the search:

1. From the Search menu, enable Substructure.

2. From the Search menu, disable Similarity.

I NOTE: The Smilarity option is discussed in Chapter 3 of the Cheminfo User’s Guide.
The Search menu should now look like this:

Search
ter e CHis
Eind Enter

Betrieve Al
Fiestare Previous Buen

Find Current Mol
Cuent biol & Auery

v Substructue
Simiaity

Save List
Restore List

Preferences.

Now to search:

¢« From the Search menu, choose Find or click the Find button.

-0

In the case of a substructure search, the matched portion of each moleculeis highlighted in red.

In this search you will get 28 hits (as shown by the Status Bar at the bottom of the form) - structures that contain a
propanone substructure.
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Thefirst hit in the Cs_demo database will be camphor as shown bel ow.

© ChemFinder - [Cs_demo.cfw] [_[O]
[5 Fie Edt View Ted Seach Pecod Sgipls Window Hel _181x]

DlElE) 2[le] 8] 2fm Lol [n] ] olvlx] 5] ol 2] ol Gl

Structure Malecule Name

[Camphor

x
=
|
E =} ormula
o2 / Fe !

‘I:I[IHTEEI

SYN_ID Synonym &
AL 2Bomanone
Molecular Weight Mol D E Camphor
15224 45 S 1.7.7-imethybicyciof2. 2 1]heuli‘j
‘ v
28 s, 0 secs sl 1 o W | 25

Now, you can browse through these hits.

¢ Usethe Record menu or the Record toolbar to browse the hit list (as you learned in Part 1).
Y ou can also conveniently view the database in tabular format.

* From the View menu, choose Data Table.

The Data Table appears and displays all the records of the current list (in this case, the 28 records that were hit by the
search) in tabular format.

[ECs_demo.clw:2 = ES |
Stucture MolWeight MOL_ID Molname Formula B
ul
» # 15224 45 Camphar C10H180 —
0
|
9B.144 57 Cpelohessnone CBH100
| 0
‘ TR | R gz ] Benzaphenane C13H100
o =
[ i
| = 12015 64 #Acetophenane CeHeo
5
Il ﬂ

Y ou can use the Data Table to browse your records.

« Click arecord in the Data Table to display its record in your form window.

You can also use the Data Table to sort the records by name.

* To sort on the Molname field, double-click on its table header in the Data Table.

After ashort pause, the Molname field is sorted alphabetically.

[E! Cs_demo_ciw:2 =l E3
Stiucture Molweight MOL_ID | Formula
0
L 290.44 183 C19H3002
HH
OH™~
o
=
L0 20822 184 C1aHe02 J
e
\ b
0
| T | TR 1222 E3 I C13H100
= o
0
> # 15224 45 Campho C10H160
OH
o =l
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To restore the original ordering of the records:

« Double-click on the MOL_ID field header.

To edit the column widths of your table headers:

« Position the cursor over a divider of a table header, and drag the cursor to the width you want.

[EVCs_demo.ciw:2

Structure Molweight4bMOL_ID Molname Formula
0
» = 152.24 45 Camphar CI0HTED
o
\
98.144 a7 Cyclohexanone CEH100
u o
| = | T 1222 63 Benzophenane C13H100
o o

« Close the Data Table by choosing Close from the File menu.
You can return to the full database at any time. To retrieve al the recordsin your database:

« From the Search menu, choose Retrieve All, or click the Retrieve All button.

NOTE: After a search, you do not need to retrieve all your records before conducting another search; you can
perform another search directly. Each search will cover all recordsin the database.

PERFORMING A NUMERICAL SEARCH

Numerical searching may use exact values or ranges of values to target desired information. This exercise shows how
to search for compounds whose molecular weights fall within a specified range.

To search in the Cs_demo database for compounds with molecular weights between 90 and 100:
1. With the Cs_demo database form open, click in the form to activate it.
2. Click the Enter Query button to clear the form.

3. Click the Molecular Weight box and type the query “90-100" .

4. Click the Find button.
Hits will have molecular weights between 90 and 100, and you will get 11 hits.

5. Verify that the molecular weights are correct by checking the Data Table.

PERFORMING A COMBINED SEARCH

In some cases, you may wish to combine structure searching with text searching to find a specific class of compounds.
For example, you may want to find al compounds in the database that have a benzene substructure and that have a
molecular weight greater than 400. The procedure for this search is similar to the ones you did previously:

1. With the Cs_demo database form open, click in your form to activate it, then click the Enter Query button.
2. Right-click on the Structure data box, and from the Context menu, choose Edit Structure.
3. Draw benzene in the “ From ChemFinder” window by doing the following.

3a. Click on the Benzene Ring tool.
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Click of

3b. Click in the ChemDraw drawing area.

4. Click in the ChemFinder window to bring the structure into the form.
5. Click the Molecular Weight data box and type “>400".

6. Click the Find button.

You will get 8 hits.

7. Browse your hit list to verify your hits.

Now that you have successfully browsed and searched the Cs_demo database, you are ready to browse and search the

Acros Organics 1999/2000 Chemical catal og.

For more advanced information, please consult the Cheminfo User’s Guide.
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