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WHAT IS CHEMICALIZE?



What to do with the license files?

- ?
How to integrate your tools? Do you have an API?

Can you make it cheaper?

Who do | send the renewal request to?

Can | access it faster? Can you make it easier to use?

How to get updates?
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Provides Ul for users Provides hosted services
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CURRENT STATUS

« 36k registered users

* 120Kk visitors

* 475Kk page views

« 1.5k feedback (daily 2-3)

« Automatic credit card payment option

 Reached new user segments

« Offering ChemAxon’s chemistry as online service
« High availability cloud architecture
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THE JOURNEY

Alpha release

Started 11 years ago with: Webpage annotation

chemicalize.org™™  cpenar  CloscANl  Managecakuiatons v Layout MedicinalChomist - (fa550R6aSSbREAR1  Search
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VALUES and benefits

» Popular features of ChemAxon

« Always the latest and greatest versions available
* No IT and operation costs

« Pay as you go

* Minimal learning curve

« Easy integration

» Scalability and security
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[ FEATURES ]

Simple end users applications Embeddable web components
and hosted backend services

[ SEGMENTS ]

Individual users, small companies, academia Catalog companies, third party
SaaS providers, resource groups
[ USERS ]
Students, teachers, consultants, researchers Web developers, KNIME

users, site administrators

® ChemAXxon



CHEMICALIZE



Chemicalize

® © ® o Chemicalize - Instant Cheminf X+
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By Google Fordité & JChem for ShareP... @ Dictionary, Encycl.. <~ The World Clock —.. =] ChemAxon [ Chemicalize FSJ Development ESj Design E5j Personal »  E5 Other Bookmarks
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® © ® o chemicalize - Instant Chemin X +
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® © ® o chemicalize - Instant Chemin X +
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More than 1000 results for query FULL:glycerol.
Only the first 100 results are displayed.

Glycerol - Wikipedia

https://en.wikipedia.org/wiki/Glycerol

Triglycerides are esters of glycerol with long-chain carboxylic acids.High purity glycerol (> 99.5%) is obtained by multi-step distillation; vacuum is helpful due
1o the high boiling point of glycerol (290 *C).!5!

Synthetic glycerol
Although usually not cost-effective, glycerol can be produced by various routes from propylene.

Piet Gros - Wikipedia
https:/en.wikipedia.org/wiki/Piet_Gros

[ piet Gros received an ERC Advanced grant of the European Research Council in 2008, is a member of the Royal Netherlands Academy of Arts and
Sciences (KNAW) since 2010 and in April 2013, Piet Gros became Knight in the Order of the Netherlands Lion, when he received a Royal Decoration for his
scientific achievements.[12]

References

External links
+ Research group of Piet Gros at Utrecht University

US7569706B2 - Glycerol derivative

On the contrary to this, in the formula(l), it is possible to produce the compound of the present invention by elongating the glycerol unit from the —OR'
terminus, in the opposite direction of X. The spacer other than the amino acid and peptide includes glycerol, ethylene glycol, saccharide and the like.

US9315440B2 - Process for obtaining acrolein by catalytic dehydration of glycerol or glycerin
https:/patents.google.com/patent/US931544082
, Or upper zone, termed reaction zone, in which the glycerol or glycerin is introduced and converted into acrolein.

Before tackling the invention in more detail, the terms “glycerol” and “glycerin” are defined. According to the invention, glycerol is understood to mean a
purified or unpurified glycerol, preferably resulting from biomass, and in particular a highly purified or partially purified glycerol,

US9079841B2 - Process for preparing acrolein from glycerol or glycerin

https://j googl

BRIEF DISCUSSION OF RELATED ART
By glycerol is meant a glycerol either purified or not, preferably stemming from biomass and notably a highly purified or partly purified glycerol. A purified

Document search
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Caffeine

From Wikipedia, the free encyclopedia

This article is about the stimulant drug. For other uses, see Caffeine (disambiguation).

class.[19 Itis the world's

c is a central nervous system (CNS) stimulant of the methylx:
most widely consumed psychoactive drug. Unlike many other psychoactive substances, it is legal and
unregulated in nearly all parts of the world. There are several known mechanisms of action to explain the
effects of caffeine. The most prominent is that it reversibly blocks the action of adenosine on its receptor

and consequently prevents the onset of drowsiness induced by adk also stimulates

certain portions of the autonomic nervous system.

is a bitter, white crystalline puri alkaloid, and is chemically related to the
adenine and guanine bases of deoxyribonucleic acid (DNA) ¢ dinthe
seeds, nuts, or leaves of a number of plants native to Africa, H.C 1d helps
to protect them against predator insects and to prevent germ > \ stwell-

known source of caffeine is the coffee bean, a misnomer for

H
N N 0 s
are ingested to relieve or prevent drowsir | Y 2 make
i \ NH
N

is extracted by steeping the plant prodt n.

Caffeine-containing drinks, such as coffee, tea, and cola, are merican
adults consumed some form of caffeine daily, consuming 16¢

o
Caffeine can have both positive and negative health effects. Ire infant
breathing disorders y dysplasia of LT R— waneine citrate

is on the WHO Model List of Essential Medicines. 4] It may confer a modest protective effect against
some diseases, "% including Parkinson's disease.('®] Some people experience sleep disruption or anxiety
if they consume caffeine, but others show little disturbance. Evidence of a risk during pregnancy is
equivocal; some authorities recommend that pregnant women limit consumption to the equivalent of two

o\ Dictionary, Encycl.. < The World Clock~.. B5 Chemaxon {3 Chemicalize ES Development ES Design B Personal
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a

cups of coffee per day or less.!"7I"8] Caffeine can produce a mild form of drug - associated

with withdrawal symptoms such as sleepiness, headache, and irritability — when an individual stops using

raffaina after repeated daily intake. I35 Tolerance to the autonomic effects of increased blood pressure
4o andi T A Pa g — P
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Clinical data
e
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® © ® o chemicalize - Instant Chemin X +
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B Google Fordits

QO CALCULATION STRUCTURE SEARCH

methamphetamine

o

o™

soporifiques

CA Controlled Drugs and Substances Act Schedule |

CH Swiss Controlled Substances Act (BetmVV-EDI) Narcotics List A

CN Incitant

@ https://chemicalize.com/#/compliance * 0| ®@ :
& JChem for ShareP... o\ Dictionary, Encycl... The World Clock B3 ChemAxon [E3 Chemicalize E3 Development [E3 D n B3 Personal » B3 Other Bookmarks
ENTSEARCH WEBVIEWER COMPLIANCE BATCH DRAWING 0 CcrEDITS:75 €@ JOZSEF
DRAW & 5credits
HyC Compliance Check Report &
~
NH
Input methamphetamine
W Austria, Belgium, Canada, China, Denmark, France, Germany, India, Ireland, Italy, Japan,
HyC Countries Netherlands, Singapore, Spain, Sweden, Switzerland, United Kingdom, United States of
America
Request date 20190320 0:03
Legislation Whatis controlled?
AT Suchtgiftverordnung Anhang IV Methamphetamin-Razemat
BE Arréte royal certaines substances etrelatifala
reduction des risques et a lavis therapeutique METAMFETAMINE, RAGEMATE DE
Amfetaminederivaten R1 = H, CnH2n+1 (n=1-5), OH, OCH3, CN, Cn H2n-1 (n=3-5),
sceyl benzy, methorybenzyi, (CHzIn(n=4-),cyclalll. haosly, hroxyalyt
cyanoalkyl, furylmethyl of Cr2n
(1=1-5), OH, OCH3, CN, CH2-1 (n=3-5), acetyl, benzyl, methoxybenzyl, (CHz)n (n=4-6),
cycloalkyl, haloalky, hydroxyalkyl, cyanoalkyl, cyclopropylmethyl, furyimethyl of
methylenedioxybenzyl. De aminofunctie kan ook deel uitmaken van een azetidine-,
BE Arréte royal les substances et

pirrollidine-of piperidine-ringstructuur. R3 = CnH2n+1 (n=1-5), al dan niet topgancmen
in een ringstructuur met de phenyl ring of deamino-groep. Rd=H, CnH2n:

CnH2n+10, CnH2n-T NH, CnH2n+1S (n=1-5), cycloalkyl, haloalkyl, NH2, NOZ
halogeen, CN, OCH2Ph, C(CH3)3, CH2CH20, CHCHO, 0CH20, CH2CH2NH, CHCHNH,
OCH2CH20, benzy, of ethyleenimine (op eender welke positie van de phenylring zoals
afgebeeld in figuur 1). Ock meerdere substituties met deze groepen op de phenylring
zijn mogelijk. Opmerking: cycloalkyl, haloalkyl, hydroxyalkyl, cyanoalkyl: met
maximaal 7 koolstof-atomen)

N, its salts, derivatives, isomers
and analogues and salts of derivatives, isomers and analogues

Methamphetamin [(+)-Isomer]

metamfetamine (d-)

Compliance checking
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< C @ https://chemicalize.com/#/drawing * 0 | @
By Google Fordito & JChem for ShareP.. o\ Dictionary, Encycl... <V~ The World Clock-.. £S5 ChemAxon ES Chemicalize ES) Development ES) Design ES) Personal » B3 Other Bookmarks
QO CALCULATION STRUCTURE SEARCH ENT SEARCH WEBVIEWER COMPLIANCE BATCH DRAWING 0 creDITs:75 @ JozsEF
Structures H ame yoL L | PROPERTIES IMAGE EXPORT
Default collection DESCXO6 R ke Ht & @
Basic properties
@ H Molar mass 206.194 g/mol
|
c Exact mass 206.079038171 Da
N Formula CgHi406
o Composition g((:: g‘;"&)“ (6:84%).
- s Lipinski's rule of five v
11 F
o Property predictions are free only up
h t0 12 heavy atoms.
n cl If you would like to calculate them,
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2 I subscription without limitations.
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® © ® o Cremicalize Professional - Ho X +
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Hosted Search

i
Colections © }

s c
Demo »r' N

+ o
Integration Guide
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o
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Cxegerinoe * Hosted chemical drawing
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Chemicalize PRO

® © ® o Chemicalize Professional - Ho. X +

< Cc &

Dashboard Check compliance

Hosted Search

Chemical Drawing

You dort have active subscription for Compliance Checker API, so you can use it for evaluation purposes only. Learn more

DR o i e * Compliance checking AP

Compliance Checker A

API
Pricing Description
Settin Compliance Checker AP lets you check your compounds with respect to national regulations of several countries on narcotics, psychotropic drugs,
ettings explosives, hazardous materials, and toxic agents.
Calculations
Headers
Statistics
KEY VALUE
DMIN
Content-Type application/json
Stripe X-Api-Key sk_6e2630da33edd360a360ada3dsdleco?
Request body
Request body example
{
"categories”: [
one,
ngg"

1.
"structure”: "caffeine"
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©o Chemicalize Professional - Ho: X =

C @ https:

Pro

Dashboard API

Hosted Search —

Chemical Drawing

Compliance Checker

Calculations

API

Pricing

Settings

Statistics

ADMIN

Stripe

hemicali

You donit have active subscription for calculation AP, so you can s it for evaluation purposes only. Learn more

Property calcula

/vl/calculate

Image generation

/v1/image

Structure search

/v1/search

Similarity search

reh/simil

Convriaht © 1998-2019 ChemAxon Ltd. All Rights Reserved. ~ Support

Calculation API provides structure-based predictions for molecules. Available calculations
include elemental analysis, names and identifiers, pKa, logP/logD, and solubility.

Image generation AP! lets you generate high-quality molecule images in various output formats
(SVG, PNG, JPEG)

Structure Search AP! lets you match a query structure to a target molecule in different ways
(substructure search, duplicate check, etc.).

Similarity Search API gives you a similarity score for two compounds. The score is real value
between 0 and 1 (inclusive), which s based on the maximum common substructure (MCS) of
the compounds.

EUSA Privacy Policy Cookie Policy ChemAxon

Calculation API
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C @ ntips://wwwliverpoolchirochem« @ ) @ o Chemicalize Professional - Ho: X Zosimos x  +
4 Home R +44(0)1517942936 [ info@ * O [}
C @& https://zosimos.ioffill-a-studyset/5c725aacb82b3700264320cd/5¢c9271de4d05f2002659af7b pxd Q [ ] H
CURRENCY: USD v  MENU v
/.\ @~ Zosimos Study Sets Submissions Study Groups
LIVERPOOL CHIROCHEM
Who We Are (e . . . . . .
Aromatic electrophilic and nucleophilic substitution reactions
STRUCTURE SEARC
I What is the product in the following reaction? 1/3 attempts
Score
DE"C %8 G
¥, 0/30 o fo) o SETTING UP AN ACCOUNT
& o
s Exercises \\ﬁ/ Qg Order, Payment &
w‘ ! - ping information
+ o What is the product in the following L»
- reaction? B
\ yChemaxon
\s-—OH
7N inthe
What is the final product if you o OH
e react phenol with excess of
bromine in aqueous solution?
P O0O0
prm—— _ 8 &,
Your task is to prepare
o propylbenzene from benzene in 2 =)
No results for the query. steps. What molecule would you & H

prepare in the first step?

- / c
4
N N -m
° What is the product in the following r
reaction? + °
- S
What is the main product in the I F
e following reaction? Use the known ‘R P
SEAr directing rules!
s cl
:; Br
4

° What is/are the product(s)in the
following reaction? !

2 OO O O @ ChemAxon

Draw up the structure of the
mediate in the previous

tion? CHECK ANSWER

| ‘I i — P =—
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CHALLENGES AND SOLUTIONS

* High availability
« Maintainability
« Modifiability

« Scalability
» Security




CHALLENGES AND SOLUTIONS

» Microservices (aws)

« Monitoring

« System logs

« Automatic backups

« Access management

* Release and upgrade management
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Chemicalize Users
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Chemicalize PRO - Hosted searc

Monthly search count

30000
25000
20000
15000
10000

5000

2018-03 2018-04 2018-05 2018-06 2018-07 2018-08 2018-09 2018-10 2018-11 2018-12 2019-01 2019-02 2019-03

Daily search count

4000
3500
3000
2500
2000
1500
1000

500

FEFFLFL L £ L L& & ChemAxon



Visitors GEO locations



Social Network Sessions % Sessions
1. reddit 735 - 25.99%
2. Twitter 726 - 25.67%
3. Facebook 584 [l 20.65%
4. ResearchGate 455 [l 16.09%
5. Linkedin 167 | 591%
6. VKontakte 80 | 2.83%
7. Blogger 58 | 2.05%
8. Google+ 7 | 0.25%
9. Stack Exchange 4 | 0.14%
10. SlideShare 3 | 0.11%
Event Action Total Events % Total Events
1. CALCULATION/PRINT_PDF 7473 - 23.44%
2. click 7302 [l 22.90%
3. CALCULATION/DOWNLOAD_ZIP 6,331 - 19.86%
4. DRAWING/EXPORT_IMAGE 3,975 . 12.47%
5. S_SEARCH/CALCULATION 2,800 . 8.78%
6. CALCULATION/SHOW_IN_3D 2,708 I 8.49%
7. S_SEARCH/DOCUMENT_SEARCH 990 | 3.11%
8. WEB_VIEWER/ANNOTATE 121 | 0.38%
9. CALCULATION/VIEW_CATALOG 114 | 0.36%
10. test action 37 | 0.12%

Top Channels

All Users

M Direct

M Referral

M Organic Search
Social

I (Other)

[ Email

New Users

M Direct

I Referral

M Organic Search
Social

& (Other)

[ Email

Returning Users

M Direct

M Referral

M Organic Search
Social

[ (Other)

2 Email

61.4%
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Hosted Cheminformatics Solutions

Enhance your website with chemical drawing, search, and calculation
features.

Chemicalize Professional provides a wide range of cheminformatics solutions as easy-to-use web
components and reliable backend services. You don't need to care about deployment, maintenance, or
upcates: all services are hosted by ChemAxon using the AWS infrastructure of the Chemicalize
platform.

Hos ! Search

Upload your chemical structures and make them
searchable from any web page. Powered by
ChemAxon's robust chemical search engine, this
solution provides ready-to-use web components that
allows your users to search your chemical data and
view the results directly on your website.

L 1

Chemical Drawing

ChemAxon's Marvin JS is a convenient and intuitive
web-based editor for drawing ciiemical structures. It
also supports extended features such as 2D/3D clean,
import/export, and stereo calculation. Using our
solution, you can easily integrate Marvin JS into your
website or web application.

E 3
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Arpad Figyelmesi Gabor Botka Peter Kovacs Gabor Hornyak Zsolt Varga

THANK YOU

Jozsef David
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