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Introduction

ConQuest is the desktop search interface to the Cambridge Structural Database
(CSD). All textual, numeric and structural data stored within the CSD can be
searched using ConQuest. ConQuest provides an extensive range of flexible
search options including searching based on compound name, formula,
elemental composition, and literature references to name a few. Chemical
substructure search in ConQuest also includes the ability to define chemical
constrains such as charge, hybridization state and cyclicity.

@ ccnc ConQuest (1)

Before beginning this tutorial, ensure that you have a registered copy of CSD-Core he EiE Uptois: Mow Daisbesss’, Henttsr Help
or CSD-Enterprise installed on your computer. Please contact your site Bukd Quertes '\ JE UM SN ISKI R 0. e S

administrator or workshop host for further information. Draw
Peptide
Objectives Author/Journal

This workshop will guide you through using ConQuest for substructure searching. Name/Class
At the end of this tutorial, you should be able to: e
e Draw a 2D structure in ConQuest and conduct a basic search. Formula

e Search for similar molecules.
. . Space Group
e Combine queries and search results.
Unit Cell
e Analyse and visualize results.
Z/Density
e Export search results.
Experimental

This workshop will take approximately 1.5 hours to complete. All Text
Note: The words in Blue Italics are reported in the Glossary at the end of this w
handout.

Search Reset

Pre-required skills

There are no pre-required skills for this workshop.

Materials
There are no additional materials required for this workshop.
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Overview of ConQuest

1. Launch ConQuest by clicking the ConQuest Icon . on your desktop or
launching it from the Start or Applications menu.
2. The ConQuest main window shows all the search routines you can perform
on the left-hand side of the window.
3. Therow of tabs across the top of the window will guide you through the steps
of the search process.
4. Some example searches are:
a. Draw —substructure and 3D information searching.
b. Author/Journal — bibliographic searching.
c. Experimental — experimental set up searching.
d. All Text — generic text-based searching.
5. The majority of the searching we will do in these tutorials will be
substructure searching, so we will focus on the Draw tab here.

@ ccoc ConQuest (1)

File Edit Options View Databases Results Help

Build Queries ', Combine Queries | Manage Hitlists ' View Results | 3

Draw 4a
Peptide
Author/Journal
Name/Class
Elements
Formula
Space Group

Unit Cell
Z/Density
Experimental
All Text

20 Mat. [2017]
Refcode (entry ID) 3 Bitech [2015]
ACA{Spring) [1974-175]
A.C5.Mig.172Inarg. [1976]
AAPS PharmSciTech [2004-2013]
2 ACA Abstr.Papers(Winter) [1967-1386]
ACASer2 [1977-1984]
ACGC Chem.Res.Commun, [2001-2009]
ACH-Models Chem, [1594-2000]
ACS Agpl. Bio Mater, [2019] v

Search Reset

@ Aurthar/loumal (1) - New - o X

Volume (14, 1.2 etc) | Page (2125-A etc) Year (1988, 2001 etc)

|

Authors’ Names. New Box |
Exact

LR 4b

(Required format: F.H Allen, O'Hara,
Brown will it Browning unless ‘Exact sumame' i selected)

Journal Name

Type part of Joumnal name above to namrow lst displayed
Select required journal in list below

during —

€COC Mumber (Enter numeric part only, e.g. 123456 or 123/456)
v | soe | Concd | Resmt
@ Experimental (1) - New — =] X
@ Al Texa (1) - New o X

R-factor = — @ fractional %

™ Exclude disordered structures
[~ Exclude structures with unresolved errors
Average e.s.d. of C-C Bonds Any —
[~ Exclude powder structures
Tempernure_ol , I cKC
Structure Determination

0 Room Temperature

All values in the range 283-303 K are stored as Room Temperature

Radiation Source  Any  —

Text Search | Required Fields

New Box

Either select from st or enter in bo(es) below

acicular |
sir-sensitive
bar

black

blade

block

blue

brown

°C colorless
column
conductor

610K fraem

cube Y

The search will find words starting with what is entered in the boxes.

1§ two or more words are typed into the same box the search wil
be for the exact phrase specified. To find entries containing
two or more words that need not be adjacent, use the New Box
button and type the required words into separate input boxes.

search | stoe | Cancel | Reset

Cancel Reset
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Introduction to the Draw Window

All drawing takes place in the central white area of the Draw window. In addition
to creating 2D chemical structure sketches, the Draw window allows for the
inclusion of 3D parameters for searching or for filtering.

ConQuest sketching conventions.

Left click in the sketcher to insert the selected atom type.
Left click and drag to sketch two bonded atoms.

Use the Edit button to modify properties of or delete atoms, bonds or
entire substructures.

Right-click on atoms or bonds to modify their properties.

Use the Templates... button to pick from a list of CSD editor devised and
drawn substructures.

Use the More... button to find less frequently used element types, or
generic atom type groups (e.g. halogens), or define custom element
combinations (e.g. Cor N or O).

Edit Atoms Bonds

Options  Help

Click and dra

‘:W Drag to an ex
o

Define bonds, angles or torsions to be
monitored during the search, or define
geometric objects e.g. planes, centroids
that can be used in computing geometric
parameters

Ring template
selector or
builder

Slal

RingMaker

<

[c H|o|n]|s|r|F|ci|any|more..| Groups..| [ C | Bonc:  singe — —_— ]
_ A

— —w L

~

Next Atom: C 3D Parameters:

Next Bond: Single

Delete

Contacts:

Cancel

List of templates
for challenging
substructures
e.g. adamantane

Choice of specific or general atom
types/functional groups

Choice of
bond types
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Example 1. Searching for Similar Molecules

Sildenafil citrate or “Viagra” is a well-known drug. Since sildenafil’s release in
1998, other competitor products have been released, e.g. vardenafil, that are
structurally similar but have subtle chemical differences (see right).

Are there other entries in the CSD that contain similar fused ring substructures to
those observed in both sildenafil and vardenafil?

This tutorial will take you through the steps needed to search the CSD for such
similar compounds. You will learn how to sketch and edit a fragment and how
to view your results.

Sildenafil (neutral form

of active ingredient) N\)

Vardenafil (neutral form \d\
of active ingredient)

1. Launch ConQuest and open the sketcher by clicking the Draw button.

2. Start to sketch the sildenafil substructure shown on the right by first clicking
on a six-membered ring template and clicking in the sketcher area.

3. Now click on a five-membered ring template, hover over the right-hand C-C
bond to attach the five-membered ring to the six-membered ring.

4. Add the carbonyl oxygen to the substructure by first selecting the O atom as
shown below, and then changing Single to Double in the Bond pull-down
menu.

5. Click on the C atom to which the O atom should be bonded and then drag
upwards while holding the left mouse button down.

6. Introduce two nitrogen atoms into the six-membered ring at the positions
shown by left-clicking the N button and then left-clicking on the atoms to be
modified.

e N
Bl .~ @Q .
RingMaker ‘ ‘ @ @ o T~

C
c c ﬂ
< > \ / RingMaker ‘ +
c Click to attach

c \ /C template
Templates... Q c

Templates...

| Dousle |
Triple
i
Q
C/.\C/c\ | it
‘ | /c—> Py Ny
ST

<
c (o} ‘ 8 ‘ P ‘ F ‘C\ ‘ Any‘ More...‘ Groups...| (0] Bond: Single —
Templates... M > /%‘Sing‘e

> v Search

Store

Cancel

|

C|H|O|W S|P|F|CI|Any‘M0re...| Groups...| N
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10.

11.

12.

13.

14.

Add variable atom types (C or N) to the five-membered ring. Select Other
Elements from the More drop-down menu, then activate the Multi Pick radio
button and select Cand N from the periodic table. Click OK to store selection.

A new QA atom type has been produced. Select the atoms shown and modify
these to be QA (i.e. either C or N) by left clicking them.

Add a double bond to the six-membered ring shown by ensuring Double is
selected from the Bond drop-down menu, then left-clicking on the bond.

Modify the bond types shown. Click the Bond type drop-down menu and
select Variable. Tick the boxes for Single and Double as shown, then click OK.

Now click on all the bonds in the five-membered ring to change them to the

variable 1, 2 bond type.

Exclude any further ring fusion by right-clicking on the N atom adjacent to the
carbonyl, clicking on Hydrogens from the drop down and selecting 1 from the

list.

Now that you have finished sketching the fragment, start the search by

clicking the Search button.

Tick the boxes for the “3D coordinates determined” and “Only Organics”
filters in the Search Setup window, then click Start Search.

Fome » Qo
Add Group y DA
L
Charge > Clear \ 0A
Bumber of Bonded Atoms >~ N o
Gty ’ ' ' K
o Delete Atom 2 /j QA
> 3 : s
3 —) c / A =
g 4
Unspecified \\\N QA
Other...

More | Groups.._ r

Not Hydrogen
CorH

Any Non-metal

Any Metal

Any Transition Metal
Any Halogen

Other Elements...

C\N /OA@OA Any

@ Other Atom Type = ®
Other Atom Type o 8
L] Previous Selections
H| M| 20| 30 | 43 | NM mdw 8A
—> B[ o | 34| 44| 54| 6a] 74 [e c
Li [Be a8 B o|F|Ne N/ \C
nia | uo 88| 48| 58| 68 8] 8w | 82 |8 28] » | 51 P | s o[ a
4R K |cafsc| 1| v |cr|mn|Fe|co| m[cu|zn|ca|ce|as seer|Kr ©
FR[2R] o s [ v |2 [Mo o] 7e [Ru|rn|pa|Ag cal in [sn|sa| e 1 [xe c
R Cs:Ba La [Hr|Ta| W Re|Os| i | Pt|Au|Hg| T | Pb| Bi |Fo| At [Rn \N
Fr|Ra| Ac »
= i Picking Mode
B o+ | P |na P smi £ | Ga| o | o | o €1 [Tm| vo | | L
| ™ |Pa| U [Np | Pu am|cm Bk| of [Es|Fm|malNo|Lr| | = ©
Current Selection. CN
Reset ‘ Caneel ‘ Apply | oK c A
N/ \C///Q
‘ ‘ b
[0}
o R
H '
/C\ A
N c —*
| | o
¢ /OA\Q
\ A
N
Single
Double
: 11 o
Triple
Quadruple
Aromatic C
Polymeric \ oA
- N c
QA Delocalised 7 smgle ' ‘Iﬁ'\\l
H v
i S
o Cc /]A, EE
™ Aromati b
Valiahle... O \\N QA
Double I Delocalised
r e
Current Definiion: 1, 2
‘ Search Setup = a X
Search Name: searchl Filters ", Advanced Options
; v 3D dinates determined «
Available Databases: I™ Show Updates separately F¥' 3D coordinates determine
r
| * <=
¥ CSD version 5.43 (November 2021) + 2 updates T Rfactor @
T
‘ ¢ Disordered
™ N
You can search complete database(s) or a subset © errers
(e.g., hits found in a previous search) I| Not potymeric
Select Subset Clear Subset I™ Neions
|~ Only & Single crystal structures
Single query being used. Search will find structures:
r " Powder structures
where this query is true:
% Only & Organics <
| ¢ Organometallic
Start Search I Cancel Reset
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Viewing search results

15. All data stored with each CSD entry can be accessed from the tabs on the left,
e.g. publication and experimental details.

16.

17.

18.

19.

20.

21.

@ <CDC Conduest
File Edit Option

The matched substructure is highlighted in red in the 2D diagram.

Hitlist of CSD entries that contain the matched substructure are shown on
the right side of the window. There should be at least 490! structures
returned (The numbers may vary depending on the version of the database).

To inspect crystal packing, select Analyse Hitlist > Visualise Structures. This
will open your results in Mercury; however, we are not exploring this yet.

The All Text tab displays all textual information stored with the CSD entry.

Structures can also be viewed in 3D using the 3D Visualiser tab.

The Author/Journal tab shows publication details including links to the

manuscript DOl where available.

searcn1 [Search]

fiew Datobases  Results

Help

Build Queries . Combine Queries . Manage Hitlists - View Results

Authorijournal

Yaniei Kang. Dongdong Y. Hecyu Mieo, Sianbo Cheng, Xinfeng
a

Chemical Authers) Y, Jin,
Gl 2000007
Experimental |
Diagram
3D Visualiser |
Formula C12t15Mg 0. 0
CSD Internais
(s it 2-AMNo-5-{(15 3R, 45 -4-nydroxy-3- hydroxymetnyt.2-methylenecy
Compound | clopentyf-1 S-anydro-6H.purin.5-ons monohyarate
P Entecavy monohydrate
Spscegroup | Mame: C2221  Wumber: 20
w TN B 14T © EH
Cell sipha:  90.00 beta: 9000 gamma: %
19 Volume: 2721.427
& 6738 B 678 & 33485
Reduced Cell  |aipha: 9000  beta:9000  gamma: 11643
Volume: 1360.715
Molecular Volume |340 178
Chemical Units |2
7z z a0 T 10
R-Factor (%) 29

Temperature (K)

Room Temp. (283-303)

1 As of version 2022.2 of the CSD.

DUDGALD1
Analyse Hitlist

_Detch |

@ CCDC ConQuest
File Edt Options

searchi [Search]

ew Databases Results  Help

View Resulis

¥ Show substructure matches

o Right-click in visualiser for options menu

‘ CCDC ConQuest (1) : search1 [Search]

File Edit Options View Databases
Build Queries = Combine Queries

All Text
Author/Journal
Chemical
Crystal
Expen‘mema“
Diagram

3D Visualiser
CSD Internals
Search Overview

Refcode: DU

15

™ Show termin

DUDGALDY

Analyse Hitlist

s | | KN

Results Help

Manage Hitlists - View Resufts

DGALD

HO

al carbons

21

@ CCDC ConQuest
File Edit Option

search1 [Search]

View Databases Results Help

nage

OH

Use as Query... Detach

View Results

Crrwet Journak: Cryst Rss Technol
] Volume: 5
Diagram Page: 2000007
30 visuaiser ¥
Search Overview

DUDGALO1

Analyse Hitlist

il’ DUDGAL01 s
» TAQLIK

v ULAVELO1
v ULAVEL02

17

v ACCYGA10
v ACCYGB10
v ACRACGA40

I feode: S £
Author/Journal
1 Author(s}: Yanlei Kang, Dangdong Yu, Hacyu Wiao, Jianbo Cheng, Xisateng Yy, Jianguang Zhou

Link to articie via:  CrossRel

v ACTDGU10
v ADACOY
v AFENOP
v AJACOG
v AJACUM
v AJADAT

v ALOPUR
v AMDOIS

v AMPTZO
» ANITUN

v ASUVIU

v AWAYIH

v AZGUAN
v AZGUANO1
v AZGUBH
v AZGUCM10
v AZHPXA

v AZHPXB
v BADTEX01
v BAGXEM
o RAIKAY1N v

DUDGALD
Anabse st |
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Conclusions

There are at least 490 CSD entries that contain similar substructures to the five-
and six-membered fused ring core found in sildenafil and vardenafil. Sildenafil
itself appears in the search results (CSD refcode QEGTUT), vardenafil, however, is
not in the CSD. Two closely related compounds, BITZOT and PEYGIL, are. Many
other hits from this search have drug-like activity or are natural products.

In the case of the five-membered ring, the bond and atom types in the
substructure were left variable (single and double, and C, N, respectively). These
could be further refined, for instance to match exactly the atom types and
bonding found in sildenafil if additional specificity were required.

You should now be familiar with sketching substructures using the ConQuest
Draw window; how to change bond and atom types; how to use ring templates;
and how to view the data for each hit in your results list.

Further Exercises

e Try changing the filters to exclude disordered, ionic, polymeric and powder
structures as well as those with errors. How do your results change? (Should
return at least 231 hits)

e Changethe ‘QA’ atom type to include O as well as Cand N and using the filters
3D coordinates determined and only organics, conduct a new search. How

does this change your results? (Should return at least 504 hits)

e (Can you design a similar search to focus on a different fragment of the
sildenafil molecule? How many hits do you get?

e Explore the Templates... button in the Draw window to see what other useful
templates are available.

e Try designing a substructure search for your own compounds of interest.

e Advanced: Can you use the Manage Hitlists tab to combine hitlists to find
common molecules between the above search results?

‘ Search Setup
Search Name: search2

Available Databases: I™ Show Updates separately

¥ CSD version 5.43 (November 2021) + 2 updates

You can search complete database(s) or a subset
(e.g., hits found in a previous search)

Select Subset

Clear Subset

Single query being used. Search will find structures:

where this query is true:

Filters
W 3D coordinates determined
I~ Rfactor & <=0.05

G e

O <=

Advanced Options

]

¥ Only ¢ Non-disordered
€ Disordered

[~ No errors
W Not polymeric

M Noions

¥ Only & Single crystal structures

" Powder structure:

3

x

@ ome

1R

m(]

r Atom Type

Other Atom Type

»
H‘ AN | 2K | 36| 4M | NM andkll 8A
8l - 5

Li |Be

88
Na g m\w\w\w|m\um{u|1s|m\ AE

3A|4A|5A|BA | TA | He

_seaNeN - Ne |

P|s|C|a

K |Ca|Sc
Ro|Sr| Y

Ti| V| Cr|Mn|Fe|Co|Ni|Cu|Zn|Ga|Ge As|Se|Br|Kr

Zr |Nb|Mo| Tc |Ru|Rh|Pd|Ag|Cd|In|Sn|Sb|Te| | |Xe

3R

Cs|Ba|La

Hf|Ta| W |Re|Os| Ir | Pt|Au|Hg| Ti |Pb| Bi |Po| At |Rn

Fr |Ra| Ac

Lche Pr |Nd|Pm Sm| Eu|Gd|Tb | Dy|Ho | Er |Tm| Y |Lu

m‘m Pa| U |Np|Pu|Am|Cm|Bk | Cf | Es|Fm|Md|No| Lr

Current Selection: CNO

Previous Selections

QA

Picking Mode

 Single Pick
& Multi Pick

Reset | Cancel | appy | ok

Start Search

F Only & Organics
" Organometallic

Cancel

Reset

@ CCOC Conluest (1) search [Search

File Edit Options View Databases Results _Help
Buikd Queries | Combine Queries . Wansge Hitists

Combine Hilists

View Results

Fitiist Overview

Combination Name |combination?

‘ search2
rand
search3

L s Lt

search2
T include desebected ent

I listA

Generate a List of Entries:

s common to List A and List B
™ in either List A or List B

© inList A but netin List B

combinationl (231 ENtries) [ rulloverview [ Singleline
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Example 2. More Searching in ConQuest oH, o
,
OH, OH, s ‘ oH,
We can demonstrate the effect small changes on our search fragment have on L TBCK‘U\
the results of our searches by looking at the series of alcohols shown on the right. Ten, Ten, C T3CH, \\C
This example will demonstrate additional sketching techniques, combining (@) (o) (© (d) (€)

different queries with Boolean operators, and exporting your results.
These subtly different definitions would retrieve the following types of functional group:

1. Launch ConQuest and open the sketcher by clicking the Draw button.

(a) primary alcohols

(b) cyclic and acylic secondary alcohols

(c) cyclic secondary alcohols only

(d) unsaturated cyclic and acyclic alcohols and carboxylic acids
(e) unsaturated cyclic alcohols only e.g. phenols

2. Sketch a simple alcohol fragment by first adding a carbon atom and then
adding an oxygen atom to it with a single bond.

3. Right click the O, choose Hydrogens and then 1 from the drop-down menu to ) 3
add the H atom. 4 | oH,
0
Element 4
4. To ensure that the carbon atom is bonded to at least 2 hydrogen atoms and Add Group N -
one other atom in addition to the OH group, first add two H atoms as in step C T oo Flement '
3 above. Then right-click the C again and choose Number of Bonded Atoms, Charge ' Clear Add Group ’
. . “_n MNumber of Bonded Atoms # Hydrogens 3
and then 4 from the drop-down menu. This will produce fragment “a” from Cudlicity el e 2::@2 .
the ||St at the rlght Delete Atom 2 3
: : Cyclery " I
5
4 elete Atom -
Click the Search button, tick the boxes for 3D coordinates determined and v Unspecified DeleeAs [;
Only Organics in the Search Setup window. Then click the Start Search Other... é
button. v Unspecified

You should get over 17,000 hits with this query. Use the arrow keys to scroll
through the refcode list to view the results. What do you find?

When you are done looking at your results, click the Build Queries tab to
return to the Query window. You should see your first search fragment listed
as Query 1 as in Step 5 to the right.

Peptide

AuthorfJournal

Name/Class |

Elements.

Formula

@ searchsetup
Seatch Name:search1

e

space Growp |7

Unit Cell

ZDensity

Experimental

ot subset

All Text

Refeode (entry ID) |

(e9. hits found in a previous search)

Select Subset

where this query s true:

Stan Search

€SD version 5.43 (November 2021) + 2 updates s

™ Not polymeic
I~ Noians

I~ Only  Single crytal

Sengle query beng used, Search willfind structures:

F Only & Organics
£ Organometalic

Cancel Reset

™ Shase i catns

Other...
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10.

11.

12.

13.

14,

15.

16.

17.

18.

19.

Click the Edit... button in the query window to return to the Draw window.

Right-click on the C atom and choose Hydrogens, and 1 from the drop-down
menu as in step 3 above. Leave the Number of Bonded Atoms set to 4 to
match a secondary alcohol (fragment “b” above).

Click Search. A pop-up warning will ask if you want to overwrite the existing
Query. Click No to save this as a new Query.

Make sure the “3D coordinates determined” and “Only Organics” filters are
ticked and start the search.

You should get over 31,000 hits with this new query. Use the arrow keys to
scroll through the refcode list to view the results. Notice how the hits are
different from the first search.

Repeat steps 7 and 8 above to return to the Draw window with the fragment
from Query 2 showing.

To draw a cyclic secondary alcohol, first draw another C bonded to the first
one.

Now, right-click on the C-C bond, choose Cyclicity and Cyclic from the drop-
down menu.

This will mark the bond as cyclic or belonging to a ring system (fragment C
above).

Follow steps 10 and 11 above to save this as Query 3 and start the search.
This time you will get over 21,100 hits. Again, scroll through the refcode list
to explore your results. Notice that refcode ALOMEV appears in both

searches.

Again repeat steps 7 and 8 above to return to the Draw window showing the
fragment from Query 2.

Build Queries '\ Combine Queries ', Manage Hitksts ', View Resuits ',

OH,
Draw
use this. OH
Peptide queryr | 7 rel 8 Edit.. T
H 1
r Query 1 2 Delete
Author/Journal Bol 9
(b)
10
i 7
. Overwrite Query? ——— - oH it
r Query 1 2 @l Delete
o Overwrite existing Query
2B OH Edit...
query? rsl
Yes Ird CH @l Delete
L]
Dot Guwis . Combie Qi ManageHikts v st 14 OH, OH,
g ‘ 16
e
e |V ABACIH
= e Tdon 4oy
ooam ¥ Apieot 1 1
| [ St Vansn
o v atoey
| ssamcnoverve y v izorin 15
i - | AZUFAF
¥ aaor c Cc
¥ bicon
| - ¥ Barguoras OH
‘ e ! )
| 12 s Type |
| i
| - T T
1 Acyclic
Delete Bond ey -
v Unspecified
|
| . .
| C Show Implicit Cyclicity
| I S -
L
@ CCDX Contumt (1) sarchd [ o x
Build Queries  Combine Queries = Manage Hitists  View Rosuhs

ARTERT  goreoge: 2LOM

Show terminal carbians
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20.

21.

22.

23.

24,

25.

26.

27.

28.

Right-click the C atom and choose Hydrogens and 0 from the drop-down
menu. Right-click the C atom again and choose Number of Bonded Atoms,
and then 3. This will give you a fragment that matches unsaturated alcohols
(fragment “d” above).

Click Search and then No to write this out as a new query.

Start the search again with “3D coordinates determined” and “Only Organics”
filters set.

You should have over 62,000 hits for this query. Again, scroll through the
refcode list to explore your results.

Finally, we want to search for a phenol alcohol (fragment “e”). Again, follow
steps 7 and 8 above to edit Query 3.

In the Draw window, right-click the single bond between the two carbons.
Select Cyclicity and then Unspecified from the drop-down menu. Right-click
the single bond again and choose Type and then Aromatic from the drop-
down menu.

Right-click the central C atom, choose Hydrogens and then 0 from the drop-
down menu. Then right-click the central C again, choose Number of Bonded
Atoms and the 3 from the drop-down. This will set up the proper bonding for
a phenol group.

Click Search and then No to save this fragment as a new query. Start the
search with “3D coordinates determined” and “Only Organics” filters set.

You should now have over 33,000 hits for this query. Scroll through the
refcode list to explore your results. Note that ALOLEU is included in this
search as well as the previous search.

. View Results
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Combining Queries

Now you should have five separate queries representing the five different
alcohol fragments above. You can check this by clicking on the Combine
Queries tab of the window.

Let us look at finding compounds with both a cyclic secondary alcohol (Query
3) AND a phenol (Query 5). To do this, click the box that says “Query 3” and
drag it to the top box labelled “must have (boolean AND)".

Do the same with the box that says “Query 5” so that you have both Query 3
and Query 5 in the top “must have” box.

Click Search and make sure you have the “3D coordinates” and “Only
Organics” filters ticked. You should get at least 1200 hits. Scroll through the
refcode list to explore your results.

Query 2 returns all secondary alcohols while Query 3 returns only cyclic
secondary alcohols. You can use the Boolean NOT operator to return only
acyclic secondary alcohols.

Return to the Combine Queries tab. First, click and drag the Query 3 and
Query 5 boxes back to the right side of the window (or click the Reset button).
Then drag the Query 2 box to the “must have” box — we must have a
secondary alcohol. Next drag the Query 3 box to the “must not have” box —
we don’t want any cyclic secondary alcohols.

Start the search as in step 4 above. You should obtain at least 9800 hits. Scroll
through your results to see that none of them contain cyclic secondary
alcohols.

Finally, to find all compounds containing an alcohol group in this set, drag
each Query box to the bottom “must have at least one of (OR)” box. Start
the search as usual. It will return over 99,00 hits! Care must be taken when
using this option as it returns any structure that meets at least one of the
queries.
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1
Combining Searches .
1. You can also combine search results using the Manage Hitlist tab. You will T
Combination Mame combination | search. ntries;
see a list of all the searches you performed. If it helps to keep them straight, T - auey
you can select a search, click the Rename... button and enter a new name for Sme T
the search. - > —
. . — = search2 31067 Search
2. If we wanted to generate the list of refcodes for the set of acyclic secondary = search3 21195 Seareh
. . . search4 62900 Search
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. . .. | kil he 1202 Search
alcohols) from the list of hits in search 2. To do this, in the drop-down box ‘ T e T - 0s72 e

search8 99268 Search

under List A, choose search2. Then in the box under List B choose search3.
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. . List A List B
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SEarc gl
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Generate a List of Entries: search7
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Exporting Results

1. In the View Results tab, you can choose which entries to save by toggling
between the green check (selected) and the red cross (deselected).

2. Toexport one or all of your hits in various file formats, from the View Results
tab, choose “File” from the top menu, then Export Entries as...

3. This will bring up a window where you can choose your desired file format.
Choose the appropriate format for your work.

4. Use the dialogue to choose to export the Current entry only or All selected
entries.

5. Different file types ask for different options, select these if appropriate.

6. Either edit the file name and save, or choose Save via File Popup to choose
the location manually.

Conclusions

In this example, you have seen how to make subtle changes to a search fragment
and what effect those changes can have on the type and number of structures
returned. You have also learned how to combine queries with Boolean operators,
and how to create combinations of different searches using the hitlist manager.
Finally, you learned how to export your results as different file types for use in
other applications.

Further Exercise

e Try creating a search fragment that would return all the acyclic secondary
alcohols without using combinations. Hint: Start with fragment c.
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Conclusions

This workshop introduced searching in ConQuest. You should now be familiar
with:

e Sketching substructures using the ConQuest Draw window.

e Changing bond and atom types.

e How to use ring templates.

e Searching fragments and what effect slight changes can have on the

hitlists returned.

e How to combine queries with Boolean operators.

e How to view the data for each hit in your results list.

e How to create combinations of different searches using the hitlist

manager.
e How to export your results as different file types for use in other
applications.
Next steps
Advanced ConQuest workshops can be found here

(https://www.ccdc.cam.ac.uk/Community/educationalresources/workshop-
materials/csd-core-workshops/). The ConQuest user guide and other available
ConQuest documents can be found here.

Feedback

We hope this workshop improved your understanding of ConQuest and you
found it useful for your work. As we aim to continuously improve our training
materials, we would love to get your feedback. Click on this link
(https://www.surveymonkey.co.uk/r/CCDC-Online-Workshop) to a survey, it will
take less than 5 minutes to complete. The feedback is anonymous. You will be
asked to insert the workshop code, which for this self-guided workshop is CQ-
001. Thank you!


https://www.ccdc.cam.ac.uk/Community/educationalresources/workshop-materials/csd-core-workshops/
https://www.ccdc.cam.ac.uk/Community/educationalresources/workshop-materials/csd-core-workshops/
https://www.ccdc.cam.ac.uk/Community/educationalresources/workshop-materials/csd-core-workshops/
https://www.ccdc.cam.ac.uk/support-and-resources/ccdcresources/?ResourceType=&Category=&Product=0c7591ad-2201-e411-99f5-00505686f06e&SortOrder=LASTMODIFIED_DESC
https://www.surveymonkey.co.uk/r/CCDC-Online-Workshop
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Glossary

CSD Refcode - A database reference code, containing 6-8 characters and used to
identify entries in the CSD. Learn more about CSD Refcodes in the blog:
https://www.ccdc.cam.ac.uk/Community/blog/post-20/ .

Refcode list or .gcd file — A file containing a list of CSD Refcodes. This file can be
opened in various CCDC applications.

Disordered structures — Disordered structures display a lack of regularity. For
example, each of the F atoms in atrifluoromethyl group, -CFs, might be randomly
distributed between two sites. This means that the crystallographer will report
two sets of coordinates for each F atom. In some cases, two alternative sites are
occupied equally; in other cases, there is a major site and a minor site. Disorder
can involve more than two sites and it can also involve a whole molecule.
Disordered structures in the Cambridge Structural Database may have been
treated in one of two ways. In older structures, only one position is kept for each
disordered atom. When such a structure is read into Mercury, it will therefore
appear as if it is not disordered at all. In more recent structures, all positions of
disordered atoms are kept but only one set is connected by bonds to form a
complete molecule. When a structure like this is displayed in Mercury, it will have
the appearance of a complete molecule with disconnected atoms at various
points to indicate alternative sites for the disordered atoms.

Substructure — A substructure is a part or section of a whole molecule.

Hitlist - A hitlist is a subset of CSD entries which can include search results,
refcode lists, or the results of combining these.

,I

Substructure used in example 1 search highlighted in the blue box.



https://www.ccdc.cam.ac.uk/Community/blog/post-20/
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