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Trillions of drug-like compounds,
accessible from your own hardware.

Important note

With greater numbers come increased resource requirements.
It's trillions after all.

Therefore, your hardware needs at least 32 GB of RAM and four

cores to operate within the xREAL Space. But honestly, it's a small

obstacle to overcome for accessing such vast chemical horizons.
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Welcome to

infiniSee xREAL 6.2

unlimited accessibles Echo Prime

Ee 0 [ @

Continue New Start infiniSee
"last project” Project Tour

Continue with your last Find an introduction to
project. infiniSee's interface.

Start your Chemical Space
exploration here.
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Welcome to

infiniSee xREAL 6.2

unlimited accessibles Echo Prime

What are you trying to achieve? Select to start a mode!

Find scaffold hops and pharmacophore matches

: Retrieve structurally similar analogs .

Enmine 21060
Seek for substructu ts ~

Load molecules for analysis

After starting a new project, infiniSee assists
you in choosing the appropriate mode to
accomplish your project objectives.
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B

Add a Fitter for
- Selecta Property -

Group Molecules

| show only unique molecuies.

Data

-Selecta Visualization-  ~

Select a data /\
visualization via the

drop-down menu

infiniSee xREAL is your Chemical Space navigation
platform. Based on similarity, infiniSee XxREAL
finds molecules of interest in Enamine’s trillion-
sized xREAL Space.

Given a template or query molecule, infiniSee
returns molecules based on your needs.
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Start new project and clear different modes i In this section you can find:

here. Changelog for infiniSee
This is also the location to save/load previous Help

projects or molecules. System settings (e.g., license settings, system

log, ...)
Appearance (layout, theme)

A notification changelog can be found here.
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Per default, infiniSee XREAL only features
Enamine’s xREAL Space. No other Chemical
Spaces can be searched with it.

If you would like to screen another Chemical
Space, please use the default version of
infiniSee.
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You can check your access to different modes of infiniSee as well as
the status of your licenses under ‘License'.
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System
License - Check your current license or add a new license file.

infiniSee XREAL
115 days left

ScaffoldHopper
115 days eft

(] 1‘!5dayl:f‘l-

MotifMatcher
115 days left

@ Opebrum
115 days left

Apply

Each mode of infiniSee xREAL requires a valid license.

You can create your own evaluation license on our website by
yourself

If your evaluation license has run out, you can contact us via ‘Request
License'.
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https://www.biosolveit.de/license/evaluation/?product=infinisee_xREAL

B A @= . 8
Query Fesuits

unramed Result Summary: Used Parameters:
“Query: unn amed
* Found Molecules: 1
- From SREAL_2024-07: 100

Molecules (@ 100)
Molecule . Sevilarey

Scaffold Hopper searches with fuzzy similarities; it

utilizes the FTrees algorithm to search for the

non-obvious, more "distant" neighbors of a query
o molecule. The results are pharmacophore cousins

which bear great potential for the discovery of

Matching

novel scaffolds for drug discovery projects.

) [ HN= N\
: 1.000 {
o . b & ~ N 6 Q581 RREAL 202407
L o K
-
e

Search Session info:

- I
- User

_IT1ST00b._ 13074560

_2715700b.._ 13074560

m_ 27157066, 243TTRT:

m ITIET00E__ JAKTIRT.

36735

40333

Alexander Meumann
11:10.2024-08-07

002404
620
LogP  TPRA
am 8
o 780
a6 B0
ase 780
3 780
a4 1
o
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To run the Scaffold Hopper, hover over the mode button to
open the mode selection.
Click on the Scaffold Hopper Mode.

@

paste molecule from
clipboard [Cir}+V] OR drag
and drop a file here OR
load via the toolbar.

.........................................

BioSolvelT © 2024
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Hint:

Alternatively, use the ‘Load
Molecule’ option, navigate
to and select your molecule
and press ‘open’.

For defining your query molecule, you may use your favorite drawing tool and
copy it as a SMILES code or use the eSeeSketch widget (see Chapter 6).

For this guide we will use Celecoxib as an example.
1. Copy this code:

2. Paste it in the query box.

Search in: Galaxi_12bn_2023-03 space [+ ]

BioSolvelT © 2024
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B AE & =9 O e € 0 @ &
= & =
F F ~ Click on the start search button to initiate the run.
F \ N Searching takes some minutes... But it's trillions
N after all we are screening.
=0
7\
O NH,
Matching

Search in: xREAL_2024-07.space

BioSolvelT © 2024
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- « Querys unnamed | _ .+ Maximum Number of Results: 100 .10 1
( "+ Found Molecules: 100 TEE o Targer simitary: 1.00 + User: Alexander Neumann
“DJ « From xREAL_2024-07: 100 — Minimum Similarity: 0.80 * Started: 11:10 2024-08-07
. « Total D 1.00 « Duration: 00:24:04
* infiniSee Version: 620

Molecules (# 100)

Molecule #* Name MW TPSA
% o0wE e s o a

HN
i F
4
1 1 0980 XREAL 2024.07 M 27ISI0be. 24877872 38534 400 780

Hit molecules are listed in the results table.

?
, “’"'Ow 1. Click on any entry.

2. Compare the matching image and the local

similarities in the lower left window.
3 ) 3 0989 xREAL_2024-07 m_271570bb..._24877872 38534 4.00

o,
H P
5.
4 4 0983 xREAL_2024-07 m_271570bb..._13074560  367.35 3.86 780
.
™o

Hint:
Drag rim to re-size

s N
o5
| 7 (4} - T Naal  xRFAI 2024-07 m 271570hh_ 24RTTRTY A3 33 413 TR
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A B G D9y e ¢ 0 © =
Query Results
unnamed Result Summary: u Used Parameters: Search Session Info:
(. ] :mwu w0 = 'Wgwﬂh‘k 1‘3 :::u: Ahnndumumlnl‘l
.‘DJ + From xREAL 2024-07: w0 Do :nmmhnw oz ‘ ‘%w 11:1n%;n
Molecules (# 100)
- Dﬂ‘El Molecule * ml;nu Space Name # LogP W
ﬂ
F F 1 ° 1 0989 xREAL_2024-07 m_271570be..._ 24877872 385.34 4.00 7.0
S
\ Hit molecules are listed based on their FTrees-
F N—N similarities.

S

\
o

z/
T
N

1.000

0=

NH: N
0
s M—;
- 1

a

They have similar pharmacophores but can be
structurally very different (=scaffold hopping).

Hint:

You can sort your results, by clicking on any of the
table headers.

NGR1 xRFAI 202407

m_271570bb.._24877872 40333

m 271570hh  24RT7RT? 4333

413

720

7RO
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There are multiple ways to refine your searches.
Click the parameters button.

Limit or expand the number of results.

Focus your search around this number, e.g. set it at
0.8 and results closest to 0.8 will appear first.

List only results with a similarity above this
threshold.
Note: Search time may increase significantly!!

Increase diversity between results, e.g. if set at 0.9,
no two results will have a higher similarity than 0.9
to each other.

Hit the ‘Start Search’ button to run your refined
search!

BioSolvelT © 2024
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B A B & =9 O & 0 & @
= | 9 =
3.
You may focus on important parts of your query.
o F
~ Click on any atom.
F \ N . Slide the ruler, to a desired minimum similarity
N— threshold.

Search again by pressing the ‘play’ button.

’ =5 9\.;“" Note:
4 It is advised to always be careful and not to

\
1. O NH- 2. overconstrain searches. Otherwise, you may end u
y y p
empty handed...

Search in: xREAL_2024-07.space a
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A B G =9 0
To save your molecules:
F 1. Select the compounds to be saved by checking
F S their respective box or go to the top check box
\ to check all/just the favorites.
F N-’N Click on the save icon to export your results.

\

o\\
Z -

O

N

HH H

0989 XREAL 202407 m_271570bb..._24877872 38534 400 780

¥REAL_2024-07 m_271570bb.._13074560  367.35 386 780

0.981 xREAL 2024-07 m 271570bb.._ 24877872 40333 413 780

0GR1_¥RFAI 207407 m 71570hh__ 24RTIRT? _ ADI3R 413 780
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@ A B G i 0 e , @ @ @
Summary: ~— Used Parameters: Search Session Info:
m_'ww
XREAL 202407

Here you can access your search history.
Use the arrows to browse through your infiniSee

0.989 xREAL 2024-07 M_271570be..._ 24877872 38534 4.00 720

queries of this project.
0989 xREAL_2024-07 m_271570bb..._24877872 38534 4.00 780
0.989 xREAL_2024-07 m_271570bb..._24877872 38534 4.00 780

o\\
Z’
T
N
o

o*

o 45 4 0883 XREAL 202407 m_271570bb..._13074560  367.35 386 780
F-

Matching

1.000 6%

m_271570bb.._24877872 40333 413 780

%
e
fagldad
o_ic

:

;

ll\le
o5
L am a - 7 NGR1 xRFAI 202407 m 271570hh  24RT7RT? 4333 413 7RO
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(%)

- Maximum Number of Results:

—

o

Target Similarity:
+ Total Diversity:

&0 © =

‘Search Session Info:
100 - ID: 1
1.00 & * User: Alexander Neumann
0.80 * Started: 11:10 2024-08-07
1.00 + Duration: 00:24:04
infiniSee Version: 620

NN

F

You can save your current infiniSee project to
continue your discovery later.

= (0]
y
@) H,

Z’

O

oo

M_271570be... 24877872 38534 4.00 720

m_271570bb.._24877872 38534 400 780

m_271570bb.._24877872 38534 400 780

m 771570hh_ 4RTIRT? 40333 413 7RO |
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=7

o\\
=z \
o0 O

- « Querys unnamed | _ .+ Maximum Number of Results: 100 .10 1
(( %+ Found Molecules: 100 TEE o Targer simitary: 1.00 + User: Alexander Neumann
“DJ « From xREAL_2024-07: 100 — Minimum Similarity: 0.80 * Started: 11:10 2024-08-07

o Total 1.00 « Duration: 00:24:04

* infiniSee Version: 620
v ® R o
e 100 Cucad 48}
Molecule #* Name MW TPSA
% o0wE e s o a
H(N‘
A
1 ! 1 0.989 xREAL_2024-07 m_271570be..._ 24877872 38534 4.00 7.0

4, Copy o Clipboard as SMILES. [CtrisC]

A Editin eSeeSketch

(] Delete [Det)

(@) Add to Analyzer

o € Use as Query in Scaffold Hopper
) Use as Query in Analog Huriter
0 Use as Query in Motif Matcher

48 4 0.5230REAL 2024-07 m_271570bb..._13074560  367.35 386 780
F-
"0

e F By right clicking on a compound, you can select if
Ldo

19 [loreAL 202407 m_271570bb.._24877872 38534 400 780

: you want to copy the compound as SMILES or to
edit it in eSeeSketch.

You can also use this command to transfer a
compound from one mode to another.

s N
o5
I L} (4} - T Naal  xRFAI 2024-07

m 271570hh  24RT7RT? 4333 413 7RO
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System
Expart - Configure behavior when exporting molecules

To protect your IP, any information about your
query can be masked.

By default it is not masked, and information of your
query will be included upon saving.

To mask your query, switch it to the green square.
1. Click on the ‘Settings’ button.

2. Choose your desired export settings.
3. Press‘Apply'.

@ Calculation

( b License

Export f Proxy
® @

%

@ Systemlog 2. % Readme
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Enamine’s vendor card provides you with information on
how to get in contact with them to order compounds of
interest.

Compounds can be ordered by sending a quote request

to the compound vendor with the following information:

Requested structures in SMILES or SD format, Compound
ID (concatenated), and amount requested.

BioSolvelT © 2024 23




infiniSee's default mode calculates
physicochemical properties, filters your molecule
set, and creates insightful visuals of the data.
Annotate molecules, create histograms, and asses
the composition of your infiniSee search results
based on the involved building blocks.

N
—N
/ 3 N Ly 0573 Galall_126n 202303
N .
W NH !
f

N 0O O
| N
N N Py
H ) SR s comons
A~ OH 23 (:f:% :

WIVLO_U0319

WD L0319

WML L0319

WEVLO_ L0319

¢ QB B

Histogram

Beagers 1 Rira

HO
Qs
H
HO
HN; Z 3
OH
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A B G=9 0
Query
unnamed
F 89 xREAL 2024.07 m _271570be. 24877872 385 4.00 8.0
F S To transfer compounds to the analyzer mode, check
\ the compounds of interest and select ‘Add
F N—"N Molecules to Analyzer' in the drop-down menu.
=0 ‘
N 0989 xREAL_2024-07 m_271570bb..._24877872 38534 400 780
7\ §
O NH, .
HN o
o*
o 48 \% 0983 xREAL_2024-07 m_271570bb..._13074560  367.35 3.86 780
Matching
FoF
55 % 0983 xREAL_2024-07 m_271570bb..._13074560  367.35 3.86 780
I o
: §—=N ol E H,ni‘I
Q o m (1] & 0981 xREAL_2024-07 m_271570bb..._24877872 40333 413 720
"0 F
4™
RO
o5
L 1m (4} - Naal  xRFAI 2024-07 m 271570hh_ 24RTTRTY A3 33 413 TR
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... or hover over the mode button and select
‘Analyzer’. Once in the Analyzer Mode you can load
molecules (.sdf, .sd, .mol, .mol2, .smi, .smiles, .pdb
formats) from a local folder directly into infiniSee.

0989

0.989

0589

0.983

m_271..77872

BioSolvelT © 2024
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. &% @ & @
Filter @ Data B

K 100/ 100 \-/ -Select a Visualization -~
Add a Filter for _—

- Combined Filters

Drug-likeness (RQS)

Lead-likeness

Fragment-likeness (RO3)
- Table Properties

Favorites
Annotation
Similarity
Space
Name
Reagent

Import Source

| visualization via the \/\

drop-down menu.

You can add filters by clicking on the ‘Select a
property’ drop down menu.
Once you are finished, click on the ‘Apply filters’

button.

infiniSee also comes with three premade filters for
common drug discovery purposes.

XREAL_2024-07

*REAL 2024-07

XREAL_2024-07

Y

nan.TEn o : z:
R

s

m_27..77872 RUR\:z

7T

man.7er2 0=
b \f:l
R

TS

g
m_271...74560 O=
HaN' ]
R

BioSolvelT © 2024
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Add a Filter for

You can turn your filters on and off to manipulate
the displayed compounds.

Duplicates can be removed by applying the ‘Group

molecules' filter.

The tube represent how many % of the compounds
are compliant with the applied filters.

2 O0w®

Molecule
Hil
“%
0.989
K
0.989
0

#REAL 2024-07

XREAL_2024-07

Ot

m_27..77872 O&D
R
m2n.7erz R ?—U
U‘NH;
"
?
man.7er2 0=
Shel
R

e o=
Y,
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B @ ¢ 08 &
- © -

607100 L Histogram =
e \

l: ﬂn
AR ‘l
g

Add a Filter for

# molecules

- Select a Property - -

§

3\ 318 322 226 00 A 8 202 306 350 39A 351 361 365 360 3T 31T 38Y 385 989 392 T 0N W0 0B A2 16 A0 A 8

Molecules (# 60)
2 O0w®
. Click on the Data Visualization window
‘ ‘Histogram'’ button to see the representation of
your compound data as histogram.
Many parameters can be selected for
i visualization. You can change the display to
» visualize different physicochemical properties.
3 a%%\ 0989 XREAL_2024-07 m_271..77872 0=?\©\
HN P ’ (L
o*
4 % 0.983 *REAL_2024-07 m_271..74560 D-?
¥ - Han
) Q,
A
L

BioSolvelT © 2024



6 0 8 &

60/100

I

Add a Filter for

60 molecules.

# molecules
G

You can adjust the number of clustered bins to the
left of the histogram.

0.989 XREAL_2024-07 m_27M..77872 0=’
Y j:j\
R

7S

9
0983 xREAL_2024-07 m_271...74560 O=
\%[}b HaN' \O\R
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Histogram -

60 molecules.

Molaecules (# 60)

2 O0w®

0.989

% -

Hovering over the bars provides you with further

details on the data set.

To see the compounds collected in a bar of the
histogram:

1. Select the column you are interested in.

2. Click on ‘Create filter from selection’.

3. Apply the generated filters.

XREAL_2024-07 m_27M..77872 0=’
b U
R

9
xREAL_2024-07 m_271...74560 O=
HaN' : ]
R
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Click on the blue table icon to select which
properties are displayed in the table by checking the
box left to them.

_ loeP  TPSA
T

et s B Checked K
& Favorite
Q, NH: b Annotation *
mANTE2 Ij % & Molecule
F . O saffold
R [ Skeleton
B Pharmacophore Similarity
s 22

[ Fingerprint Similarity
& MG Similarity

7 B Space
e AR

s P e ‘Reagents’ are the building blocks used to synthesize
the Chemical Space compound.

Use the scroll bar to navigate through your results.

& XREAL 202407 m_271..74560
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Users of the Optibrium Module can also calculate the
respective ADME properties.

If you want to use your own or external reviewed
models (see ), then download the respective *.aim
file and copy it into infiniSee's installation directory
right into the folder \models, for example in
C:\BioSolvelT\infiniSee_xREAL-6.2\models\.
Restart infiniSee XREAL, and your new properties will
be displayed in the tables and be ready for
visualization and filtering.

0 NHz 5
7 XREAL_2024-07 m_271..45848 OQD ilo\

BioSolvelT © 2024
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https://www.optibrium.com/community-downloads/?active_filter=models

6 0 8 &
m ' & o
100/ 100 | = SwitchtoTable Molecules by Reagent
Reagents (# 46)
{1[S] 20 30 4 E[S] 60 70
s arrsace e awsrszs s arressan 2o
€
. A [ )
NH: F B
v
= | i | L [ i [ i [ L
80 90 w00 Q] E[E] =0 "o
20M0TS6 20657254 nrmse "I 22000224 20mo7se 20708215
0. o, NH: 2 ? o. R
R” 5] Ly o R”
o g
VL 70 o &2, &
150 16 70 8 19[0] w0 210
2o e 2omsrrss 19015230 sz isursase rourszrs

20
mM_271570bbbla__11771154__13074560
HaN O
Oé
\ N
F N
O

your results.

infiniSee XREAL provides you with the possibility to
assess the building blocks used in the generation of

Select ‘Reagents’ in the visualization window to
display the building blocks and their occurrence in

the results by %.

0.983 *REAL_2024-07

m2n.74560 R ﬁ—0
U NH;

m_27M..77872 0=? R
g
F

0981 XREAL_2024-07

BioSolvelT © 2024
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6 0 8 &

100/100

- Select a Visualization -

20
m_271570bbbla__11771154__13074560
H:N O
N4
3
O

NH; N

0.983

0.981

0.981

e N

| visualization viathe |

drop-down menu.

You can also perform compound clustering in

infiniSee.

Click on ‘Select a Visualization’ and select ‘Molecules
by Scaffold'.

*REAL_2024-07

s

m2n.74560 R ?—U
U NH,

F

BioSolvelT © 2024
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100/100

20
m_271570bbbla__11771154__13074560

H;N\ ,[O

O&

| = SwitchtoTable  MoleculesbyScaffold  ~

{1[S] 20 30

£ (520 4 omol %, | S

. | Ll

4 E[S] 60

Fox

|10

Molacules ¢# 100)

2 O0w®

The molecules will be grouped based on their
Bemis-Murcko scaffold.

It is also possible to cluster compounds based on
their Bemis-Murcko skeletons. This method ignores
the type of the heteroatom in the grouping process.

XREAL_2024-07 m_271...74560 R. =0
oL
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& 0 @ &

bata
| = SwitchtoTable  MoleculesbyScaffold  ~
4 E[S] 60
Q-G ‘&O 8}9
"

Fox

Box [1.0%

20
m_271570bbbla__11771154__13074560

HzN\ /;O

Oé

NH: N

0.983

0.981

0.981

You can create custom filters by right-clicking on a
scaffold and selecting ‘Create Filter'.

Apply the filter with ‘Apply filters’ to see only the
compounds featuring a particular scaffold.

XREAL_2024-07

s

m27..74560 R, ?—D
U NH;

BioSolvelT © 2024

37



D A B O} o ¢ @ B =
- LX) .

unnamed Result Susmmary: Used Parameters: Search Sesshon kafo:
SQueey  unna med + Masimum Nurrber of Resuls 1M - i 2
* Found Molecules: 100 * Minimum Similasity: 0.10 * User: Alexander Neumann
- From sREAL_2024-07" 100 - Fngerpren ECFP4 - Started: 1221 20240807
Duration: 01:30
- infiniSes Version: 620

Molecules (# 100)

I I t A= Molecule " Simlarey space Name [ Lge  TEsA _

XN The Analog Hunter searches for close analogs of a

query compound within ultra-large Chemical

Spaces based on molecular fingerprint similarity
o with the SpaceLight algorithm.

2T000Mbe. 169434 ITASS 628 153

Mazching

5 i 5 0458 aREAL 202607 m_2e0600kce.__ 15065562 3TRSD 15 506

@ . Yo
k1 bl 6 n i L3 Q458 xREAL 202407 m_Ie06300CK..__ TIGBERD 37049 180 o
Y
I j o L_nw

7 L H | 7 N80 xRFML 2441 m JORSOhce 1227TASA WAS? 298 GAR
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Enter the Analog Hunter Mode by hovering over
the mode button to open the mode selection.
Select ‘Analog Hunter'.

Avalid license is required to run Analog Hunter.

@

paste molecule from
clipboard [Cirl+V] OR drag
and drop a file here OR
load via the toolbar.

BioSolvelT © 2024

39



6 0 8 &

Alternatively, use the ‘Load
Molecule’ option, navigate
to and select your molecule
and press ‘open’.

Add a query molecule to Analog Hunter. Like in the previous example, you may

use your favorite drawing tool and copy it as a SMILES code or use the
eSeeSketch widget (see ).

We will use Vortioxetine as an example.
1. Copy this code:
2. Paste it in the query box.

Search in: xREAL_2024-07.space

BioSolvelT © 2024
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Initiate the run with the ‘Start search’ button.
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@ 0@ @

A B G :ﬁ“‘iﬂ : @/
ﬁm._.ﬂa
H, \2

Search in: xREAL_2024-07.space

You can adjust how many analogs are retrieved
from the xREAL Space.

Per default, 100 results are provided. The number
can be increased up to 100,000.

1. Click on ‘Adjust search parameters’
2. Select the parameters.
3. Start the search with the play button!

You can also adjust the minimum similarity of the
results. The default is set to 0.1.

infiniSee xREAL and SpaceLight apply the well-
known ECFP4 fingerprint per default for the
search.

Once you are ready, press the ‘Play’ button to start
your search.

BioSolvelT © 2024
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1@

I 1 H | 7 0.450_xRFAI 702407 m 2a0690hcc 177278538457 219 660

&/ -
Result Summary: Used Parameters: Search Session Info:
— o+ Madimum Number of Resules: 100 - ID: 2
.+ Found Molecules: 10 ZEE - Minimum Similarity: 0.10 - User: Alexander Neumann
—\DJ . 100 + Fingerprint: ECFP4 « Started: 12:21 20240807
. Duration: 00:01:30
infiniSee Version: 620
0
Molecules (# 100)
Molecule # Similarity Space Name MW Logp  TPSA
2t O0%® ¥ -3

1 % 1 0475  xREAL_2024-07 m_240690bcc...__ 21847948  384.52 219 €60

2 2 0472 3REAL 2024-07 m_240690bcc.._ 3025678 34150 337 457

infiniSee xREAL will provide you with close analogs

to your query compound and rank them based on
their fingerprint similarity.

4 afO‘D 4 0.463  xREAL 2024-07 m_270004be._ 16949484 37455 628 153
H

Ijl
5 [58 5 0458 %REAL 2024-07 m_2406%0bcc.. 15065562 37852 359 506

& H 6 0.458 xREAL 2024-07 _240690bcc..__ 7368680  370.49 180 6.0
N
o |\,NH5
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unnamed Result Sunmary: Used Parameters:
“Quen:  unnam od
* Found Molecules: 100
+ From <REAL_2004-0 100
Molecules (@ 100)
Moierue . Sdarey Space Name W LogP  TPSA

{:(\J“
¢
B ‘*\ 1 Q800 wREML 20407

L]
5. Motif Matcher
D
\I. ) —_— -
The Motif Matcher mines for compounds
containing a particular substructure or for
molecules sharing the maximum common B
substructure to your query using the SpaceMACS
algorithm.

MCS size:

e c 20
b ! H it
. - & N 6 O7M  aREAL 303407 MITISTOCE.._16WMT4 1935 a4 507
Guery: 091
\/‘\O Resuilt: 087 NN
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Enter the Motif Matcher Mode by hovering over
the mode button to open the mode selection.
Select ‘Motif Matcher".

A valid license is required to run Motif Matcher.

@

paste molecule from
clipboard [Cirl+V] OR drag
and drop a file here OR
load via the toolbar.

BioSolvelT © 2024
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Query
unnamed
Optionally select a connected substruct.” = of it st

Uo 2o

Search in: xREAL_2024-07.space

After loading your structure into the Motif Matcher, you can
start either two different search methods:

1. Maximum common substructure (MCS) similarity search
2. Exact substructure search

In this example we will start with the MCS similarity search.
1. Copy this code:

2. Paste the molecule into the mode with [Ctrl+V]
3. Start the MCS similarity search.
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Query V Results.
unnamed Result Summary: Used Parameters: Search Session Info:
. . « Search Type: MCS Similarity - ID:
‘CD "+ Found Molecules: 00 TS+ Maximum Number of Resuls: 100 ‘ -+ User: Alexander Neumann
. 100 — * Minimum Additional Heavy Atoms: 0 . 3 12:26 2024-08-07
- * Duration: 00:27:39
infiniSee Version:
=
Molecules (# 100)

MCS size:
20
Coverage:

Query: 0.91
Result: 0.87

7

m_271570bb.._16969474 28634

Click on a result to see the substructure matching.
The MCS size is based on the numbers of heavy atoms

: _‘_'l matching between the query and the retrieved compound.

0731 aREAL 2024-07

0731 ¥REAL 2024-07

D731 3RFA 207407

m_270196db.._11985188 30633

m_271570bb.._16969474 29835

m 77600023 14022100 30135

a7

a0

837

s0.7

A6
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=9 @ e

Query

unnamed

Optionally select a connected substructure of interest

@/ _ @ 0@ @

To perform an exact substructure search, select the second

option ‘Start exact substructure search’ or use the [Ctrl+E]
shortcut.

Search in: xREAL_2024-07 space a
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MCS size:

Query: 1.00
Result: 0.82

« Search Type:
T - Maxmum Number of Resus:

+ Minimum Additional Heavy Atoms:

Only compounds containing the substructure of interest will
be retrieved from the selected Chemical Space.

=N H
2 0818

5 0818

AREAL 2024-07

AREAL_2024-07

AREAL_2024-07

HREAL 2024-07

XRFAL 2074-07

m_271570bb... 16655668

m_271570bb..._12089824

m_271570bb..._ 13024040

m_271570bb..._12201892

_271570bb..._15480150

m 271570hh_ J4RS5006

14418

14418

14418

14418

14418

221

p1l

22

o

227

227

27

287

27
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You can also apply constraints on your molecule to perform
both search methods with only the selected moieties.
The rest of the molecule will be ignored.

Constraints need to be connected to each other.

Search in: xREAL_2024-07.space
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unnamed

To perform an R group search, introduce one or more R
definitions via eSeeSketch. The R defines positions of the

I molecule, where the retrieved results will contain at least one
additional heavy atom.
N The rest of the molecule will remain unchanged.

Search in: xREAL_2024-07.space
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Query U Results
unnamed Result Summary: Used Parameters: ‘Search Session Info:
e, " Query unnamed | _ - Search Type: RGroup 3 8
( . + Found Molecules: 100 TE + Maximum Number of Results: 100 + User: Alexander Neumann
‘.._')J + From xREAL 2024-07; 100 [T+ Minimum Additional Heavy Atoms: [ ; St 1235 20240607

2 "&\ z 0692 xREAL_2024-07 m_27bbdla_._ 25394172  240.10 239 319
-
I

HN. o 3 0692 xREAL 2024-07 m_27obdla_.__ 25304172 24010 276 407

cl

MCS size:

Query: 1.00
Result: 0.75

. AN desired positions.
H
N o)
5 N 5 0692 xREAL 202407 m_22bbbla_.. 17051504  240.06 142 ns
| H:
Br
H
6 N \OH 6 0692 REAL_2024.07 m_dbbala__.._ 22493646  240.06 213 613
Br
H
N Hz
[ Hl IN{ T NAI?  xRFAI 2024.07 m 27hhala PA211RA6 24111 102 453
o

The retrieved results will contain decorations only in the
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Minimum Additional Heavy Atoms. [
»——

‘Maximum Number of Results

You can adjust the number of minimum additional heavy
atoms in the search parameters. Use this to grow your
fragment into potential lead-like structures.

Search in: xREAL_2024-07.space
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6. eSeeSketch

e

infiniSee features a molecule editor and from-
scratch drawer called ‘eSeeSketch’. You can use
this to modify your molecule structure and to add

new query molecules.
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@ 0B @
L
 Aariaam Sy ;E :’::“ “".‘;‘ﬁ"“"?
To edit a query molecule or create a new compound mEs =
from scratch within a search mode (e.g. Analog )
Hunter, Scaffold Hopper) click on the eSeeSketch - - - .
button. I
047 aREM_ 202407 m_2606500cc . 1BATHME M4SN 1% o
0472 aREAL 202407 m_280650bcc 3025678 341.50 iy “7
0463 aREML 202407 m_270004be. 16349484 37455 6% 153
Q458 aREAL 202407 m_2606000ce..._ 15065562 3RS 5 56
Q458 aREM 202407 m_2e06H06cc._ TIGRM0 1049 14 o
[ [ 045 x®FM 207407 m AORSORcT  1277TRSA WA SD 218 L]
L
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Left-click anywhere on the canvas to start creating your molecule.
Right-click on atoms or bonds to change their properties.
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Right-click on an atom to change its elements. You can also do so
by using the element shortcut on your keyboard, e.g. use ‘O’ key
to exchange the atom for an oxygen.
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Right-click on a bond to change the bond type.
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Export molecule as query to infiniSee

Center editing molecule

S L SR

Eraser: delete parts of molecule subsequently

N

n |
Clear canvas: delete everything in eSeeSketch

BioSolvelT © 2024
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Zoom in and out with [Ctrl+mouse wheel]

Move your molecule with [Ctrl+right-click]

EEASEEICERS HEREECRIEEHIE:

The 2D molecule representation can be moved
and minimized if not needed.
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Enter the largest hunting
ground for drug-like compounds
with infiniSee xREAL.

If you have any problems, please
reach out to us:
support@biosolveit.de
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