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Overview
This quick guide will show you how to complete a Structure Search to find a chemical either in the inventory, or to purchase.

. Structure Search Window
. Retrieving Identifiers

. Explore Structures & Sources OR
. Explore Structures
. Substructure Searches in the Inventory By Keyword
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Steps Screenshots

W SciTrack Research Material Management

1. Structure Search Window

Q)

A. Click Structure Search or from the Menu

gO tO SearCh and Request > Structure Source Search Structure Search
Search. Q
B. Search for a structure using a MOL file (see Q

h- FulFill and Receive

below), SMILES code, SD (Structured Data)
file or through chemical identifiers (like a
CAS number). Either import, paste or
draw structure:

Q, Structure Search

°j. ¥ Favorites

a. Use Import or Paste to retrieve a E R
. eports
structure from a .mol file. You can
save .mol files from structures drawn
in ChemDraw.

b. OR Click Edit to draw the chemical

=+ Add Type In Item

V Review and Approve '™ Shopping Cart

7= To Do List

structure. Q
Search and Request & View My Requests
E | Search and Request | Structure Search i J
MOL File H Identifiers List H SD File H SMILES ‘

Import X | Paste @ | Edit [ | Clear X e)
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C. If drawing a structure:

1) Draw the backbone of the structure using
bonds and/or rings

2) To change an atom to something other
than carbon, click the C icon. Then select
the atom you want to change on your
structure, type in the new atom or group
and press Enter. If you get an A instead of
your group, try without Hydrogens.

3) When you are finished, click the escape
icon on the drawing window to return your
structure to the search screen.
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D. Select search criteria:

Structure Databases

For maximum results, keep both checked. Some
advanced search types may not be compatible
with both databases. However, in subsequent
steps you will be able to find results to purchase
from both catalogues regardless of what is
selected here.

= If a drop-down search type option is not in
bold, this means one of the selected
catalogues is not compatible with one or
more of the search criteria. Please
deselect one of the catalogues to make it
available.

Basic > Equal search

This can be used to find an exact match of
structure in the hosted catalogues or internal
inventory.

- ‘I
“ Structure Databases ‘

o)

eMolecules
Hosted Catalogs

A Changing databases will reset criteria.

Search Result Limit

10,000
10,000

Basic H Advanced

Search Type
SUBSTRUCTURE

SUBSTRUCTURE

SIMILARITY
EQUAL
TAUTOMER
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Substructure search

For best results, click the Advanced tab and
select Substructure. Then click Add Criteria and
select Molecular Weight. A narrower range will
maximise the effectiveness of the search.

Advanced Search Criteria

Note that you will need to deselect the Hosted
Catalogs database to access most of the
advanced search criteria.

You can refine the search to be more applicable.

Search Type

SUBSTRUCTURE

Add Criteria ~ I

Atom Count
Chiral Center
-1 ClogP
Has Metal

Hydrogen Acceptor
Hydrogen Donor
Lipinski Violations

Molecular Weight

Polar Surface Area

2. Retrieving identifiers

Allow some time for the search to complete.

A. To view the results, click either Explore
Structures or Explore Structures &
Sources. Details of the next steps are on
the following pages.

e SciTrack Research Material Management

‘ —_— ‘ | Search and Request | Structure Search Status

aoQe® 20

V Search Complete.

& Retrieving Identifiers. 1& Prioritizing Structures. +# Search Complete.

Structure Databases Status Search Time Prioritized Structures SUBSTRUCIURE ‘
(in Priority Order} (seconds) Advanced Criteria
100 <= Molecular Weight <=
eMolecules 26 181
v OH 150
Hosted Catalogs V 1 68
Total 249
NH,
)

Selected Sources J} & J @

‘ £ Edit Sources|

New Structure Search &
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3. Explore Structures & Sources

A. Toggle the sources you want to see results
for.

B. Find the structure you are interested in and
click the relevant source icon to see the
results in the source search page.

J12|

Ma1|
shows eMolecules results

ar

shows results in the internal lab
inventory

Note that results may be spread across
multiple pages. Click the Source Next Page
button at the bottom of the page to see the
next page.

To purchase an item from the catalogue results,

click ¥ to add it to your cart. Complete your
cart as per the instructions in SciTrack Quick
Guide “3. Hosted Catalogue Purchasing”.

shows Hosted Catalogue search results.

Back to Explore Structures [l €

v 114
Labsz

v 0&

Stockrooms

Mew

olecules

qycture Search i@
141 E:lo

v2 _flv
Hosted ehd

E ‘| Search and Request | Structure Explorer | Sourcing

OH ~
OH O
NH
’ NH, NH,
MFCDI}DDI}?TBEB 109127 u| | MFCD00043922 123.154 u| |MFCD00007783 (1= 123.154 u
Sources Sources SES_
al| f 13 @61|]J |J14||@52 |£|£||@74|

| O Properties(8) ~

© Properties(g) ~

| © Properties(g) ~
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4. Explore Structures

A. To find a chemical in the internal inventory,
click Yes in the “In Inventory” panel. To search
for a chemical to purchase, leave this selection
on All.

B. Select individual structures using the check
boxes or click Select Page from the drop-down
to select all results on that page.

C. View structures on additional pages by using
the navigation aid at the bottom of the screen.

D. Click Start Source Search icon.

E. Click the relevant icon by the structure you
want to see the inventory/purchase details for.

g

shows Hosted Catalogue search results.

M1 |
shows eMolecules results

a1 \
shows results in the internal lab
inventory

To purchase an item from the Hosted Catalogue

or eMolecules results, click ¥ to add it to your
cart. Complete your cart as per the instructions in
SciTrack Quick Guide “3. Hosted Catalogue
Purchasing”.
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| Search and Request | Structure Explorer | Exr

Mew Structure Search &2 RGROVE T KER ) || Al F Iters | H

Start Source Search for Selected Structures (200) Q,

OH

NH,

Selected Souruesa & J @
Bl

-O0OE O

OH

|¢ Edit SDJrces|
aE o]-oc

~

NH

ik HO NH,

MFCD00007786 109.127 u|

5Q621529 5Q677449 MFCD00043922

123.152u| 123.152 u| 123.154 u|

| O Properties(g) - |

© Properties(0) = © Properties(D) - | O Properties(g) - |

Structure Search Total : 249
Selected 200/200

@ | &

OH

NH,

MFCD0O0007786

1og1z?u|

Sources

CIFS

EEE
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5. Substructure Searches in the Inventory
by Keyword

When looking for substructures in the inventory, you
may get more complete results by using a keyword
search than a structure search.

This is because some chemicals do not have an
associated structure to search,

A. Go to Source Search

B. Optional: click Preferred next to Labs to only
search preferred search locations. See Quick
Guide 2. Configure Preferences for more
information.

C. In the search criteria, enter key words with a
wildcard (*) on either side and in-between words
as required, and click Search. For example:

> *amino*phenol*
» *pyridine*
» iron*sulfate

The search looks for the key words in the order specified,
and a wildcard means results will be returned with other
words before, between, or after the key words.

e.g. A search for *boronic acid will return anything that
ends in the exact phrase “boronic acid”.

vsT7Th
D. Click the Labs button  “*

E. Results may be displayed on multiple pages. Click

the info icon to see more container details.

| Source Search

| Search H Advanced Search |

S - )W

*aniline®

& Labs

2,3-Dimethylaniline (2 )

CAS # 87-59-2
MDL # MFCD0O0007732

NH,

=0

121.18u

Pre-SciQuest wl§ @ Sigma
| o | 2,3.Dimethylaniline
— — Sector 500 Grafton=504=1= """ 7 T
o UOAMO00017 d155807 Cre: e 2 3 4 5 6 e
(al=] 2.3-Dimethylaniline -
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