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Who is Chemaxon?

~1 000 000 users

~600 active organizations

~500 000 users in academia/education
>130 countries

~14,000 active licenses
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Where does Chemaxon fit in the stages of pharmaceutical drug
development?

Drug Discovery . Drug Development " Approval
P
Q0
Scale-U Analytical Manufacture 3 Manufacture
< P Method Dev for Trial fod for Sale
o 3
m
Target Target Lead Preclinical c
Selection Validation Optimization ~ o
Q n
z 9
Phase | Trials Phase Il Trials Phase Il Trials _g Sales
@& Chemaxon 9
9]



What drives our strategic direction?

e (Customer Feedback

e Market Research

e Chemical Innovation



User motivations case study
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What is Design Hub?



Augmented design and prioritization
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Augmented design and prioritization

Search...

ﬁj | PROJECT DATA HYPOTHESIS DESIGN SET COMPOUND KANBAN v

Y Y

Assigned tome  Created by me

AVCP >
v AVCP for SARS-COVID

Priority: High Author: Armando Pardillo

Status: Ready for review Date created: 24th May 2023
Ais el popdos targtng the rai protease of SARS-Co-2

v Assignee: Tim Parrott

Date modified: 2nd Nov 2023

Tags:

W2 5 2/32 Bo

EX1 >
Y¢ Protein-Z Inhibitor

Priority: High Author: Khoa Le
Status: In progress Date created: 16th Mar 2023
Assignee: Khoa Le

Date modified: 31st Oct 2023

Tags: Inhibitors  Xoo  XooFtsZ

Xanthomonas oryzae pv. oryzae (Xoo) is an offensive phytopathogen that can
invade a wide range of plant hosts to develop bacterial diseases, including the
well-known rice bacterial leaf blight. However, few agrochemicals have been
identified to effectively prevent and eliminate Xoo-induced diseases. Thus,
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Most recent design sets

AAB

Status Ready for review
Priority -

Assignee Armando Pardillo

Most recent design sets
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Democratize access to tools

Calculated Properties

Sweet Spot :
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Current Pinned
A Mass 407.48 4055
¥ clogP 2.87 46
A TPSA(A? 89.39 63.61
pKa (str. acidic)
v pKa (str. basic) 471 475
A FSP3 0.48 0.43
A Solubility (mM) 0.01 0
A H-bond acceptors 9 7
H-bond donors 0 0
hERG
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> See applicability domain...
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Conformers

Structural Alerts :
The following structural alerts were found in your idea, please consider possible toxic
effects:

Showing page 1 of 2. Prev Next
Rule: True anilines (Ph-NH2) Rule: 4-H-Benzene-N-C (not acyl)
Example: Sulfamethoxazole Example: Nefazodone

N Q

= (
i

o/

Alignment (PDB)
Reference: 6A93 - 8NU.

Toxpredict

Structural Alert for S. typhimurium mutagenicity NO
No alerts for S. typhimurium mutagenicity YES
Potential S. typhimurium TA100 mutagen based on QSAR NO

Unlikely to be a S. typhimurium TA100 mutagen based on
QSAR

For a better assessment a QSAR calculation could be

Compound Registration

Matches: 20
Showing page 1 of 5. Prev Next
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Learn more...
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Increase utilization of best prioritization tools

o integrations to commercial, in-house, and open source
5 tools, set up project specific models and grids to the
entire team

BYOL model for docking engine

ooooo

N . o -
y - E \ > JHEE [ Hidear
~3 . — B sus-777607 H
= o Surtace
alS ~ 7 =
L ™
/’ / = A
7 / 4
‘ | \ |
W, i
\



Compound tracking
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Collaboration in Modern
Drug Discovery
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Role based access control - Default profiles

Manage users

View content

w/ project membership

w/o project membership

When assigned

When not assigned

Hypotheses / design sets /
compounds

Create content

Communication

Internal comments and files

Public comments, and files

View metadata

Substance IDs

Phys-chem properties

Custom data fields




Selectively shared projects

Q 4 Mate Erdos ~
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ene [ VXN0392 - Design Hub
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 Description

5mg please this time with 98% purity

Search.
Add property
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Calculated Properties

¥ Mass 441.44
A clogP 276
A TPSA(A) 149.48
¥ pKa (str. acidic)  11.68
¥ pKa (str. basic) 247
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¥ Additional fields
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at do you think?
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Integration with other vendors
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Compound Registration

Matches: 20
Showing page 1 of 5. Prev Next

il ‘/
NN
‘\/&u‘

CXN00731A(0.951)

CXN2181522A (0.555) CXN19A (0.554)

Y o Qo Z. 21stMar C)J

PN CXNO06815A
* N csT

VXN1942 #6

2h h a)
T— 2 Primary amide hinge 8

binders C

#2 #3 Bicyclic Y
Design set: Isoquinolines - test for

multi match .:m

. i
Priority: Medium
Status: For Synthesis CXNO6810A
CST.

Assignee: Erika
Tags:

CXNO06806A
CST.

CXNO06804A
CST.

APPROVE

CDD,VAULT

Complexity Simplified

re\N’ty

signals

Dotmatics




Security with APl usage

e APIKeys
o Not user specific
o All or nothing data access
e Restrict APl access by user role at the application level
o Complex to setup
o Hard to maintain
e Bearer Tokens
o Each application handles its own permissions

o Can be passed via API



Driving innovation - Searching 6 billion compounds

P1
I;ﬁJ | = improve selectivity with arg173 > route #1 Search... Qa a < _
DESIGN SET REFERENCE m Import le reaction analysis/scaffold enumerat B O

Y b0 10 Andas.. 2TthSep [ 5 DCXDOO ®s‘-133 D ":’:" 0(8 S 0

Q l&
Q

/ c

F

VXN00000002 #1 b N

@ 0
O] S
1. F
R P
/% it There is no i data I
=, Let's add your first property, or create or select a template to use
" I
E
L

4
O A

4 4
Tl

RO O00

Last edited 10m B



Jonathan Buttrick, PhD
jbuttrick@chemaxon.com

chemaxon.com/design-hub



