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LET'S INNOVATE KNOWLEDGE RETRIEVAL...

Literature and Semantic
Databases Search

There is much more
research content

ontochem

Apply semantic intelligence to Online dashboards provide

e deepdata mining e easy access & downloads
available, let’s use it! e simpletouse e automated updates
‘ ° e normalizing content * large scale data aggregation
L oo o ] @ e bulk data downloads
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LET'S INNOVATE KNOWLEDGE RETRIEVAL... ontochem

256.972.611 documents are indexed, daily updates:

SciWalker

53 Dashboard [ BBLTILINEITI & Chemistry Finder v A Analytics v % My Researcl h v @@ Administration @ Help v
Resea rC h @ simple Search Tutorial

Literature

Save asnew query  Send to advanced search [l

CLINICAL TRIALS (AACT) CLINICAL TRIALS (EUDRACT)  CLINICAL TRIALS (ICTRP) CLINICAL TRIALS CORE DRUG LABELS
353572 92747 654021 (TRIALTROVE) 63574181 302896
345019
[BID) u.s. National Library of Medicine
PU b ed .. . GRANTS EU GRANTS NIH JOURNALS MEDLINE PATENTS PATENTS DOCDB
CllmcalTrtals.gov 131320 2536 089 1642633 31779436 24754735 127 451 609
PUBMED CENTRAL
3354353

] SciWalker integrates with
There is much more

research content Publicly available data: PubMed, clinical trials, patents,
available, let’s use it! drug labels, grants, PB data in open BigQuery tables

Commercial Databases: Dimensions: 110 million publications
thereof 77m full text



LET'S INNOVATE KNOWLEDGE RETRIEVAL...

SciWalker semantic intelligence:
aiming to support pharmaceutical, chemistry, biology and life and material sciences

federated search in heterogeneous document resources and databases:
o  Which tetrazole containing drugs were used in clinical trials for hypertension ?
o  Which tetrazoles are claimed in patents ?
o  Which companies produce polymers ?
o  What are known biological activities of natural products found in green tee ?

o  What is known about corticosteroids ?

... and many more



SciWalker: Key Features

Semantic search: compare to the same query using
simple & fast standard search technologies:

11-Dehydrocorticosterone OR
11-Deoxycorticosterone OR

= 11-Deoxycortisol 11-Ketoprogesterone OR

SciWalker 11B-Hydroxypregnenolone OR
11B-Hydroxyprogesterone
cortico-steroids 11B,170,21-Trihydroxypregnenolone OR
170a,21-Dihydroxypregnenolone OR
17a-Hydroxypregnenolone OR
17a-Hydroxyprogesterone OR
18-Hydroxy-11-deoxycorticosterone OR
18-Hydroxycorticosterone
SciWalker “knows” 18-Hydroxyprogesterone OR 21-Deoxycortisol
35 million chemical concepts! 21-Deoxycortisone OR 21-Hydroxypregnenolone
Aldosterone OR Corticosterone OR Cortisol OR
Cortisone OR Pregnenolone OR Progesterone OR ...




Normalized & Indexed Content ontochem

e Iweber

53 Dashboard | <] DL E e @ Chemistry Finder v A Analytics v Y My Research v @ Administration @ Help v

OntoChem is capable of fully integrating with Dimensions from Digital Science. Developed using more

SciWalker

Simple search Advanced search Expert search

than 110 million scientific publications, 70% of which are in full text, and more than 40 million patents, clinical

cortico-steroids 5 trials and grants, Dimensions offers a broad database. This can be technically integrated in a number of

— ways, including by accessing the existing Dimensions metadata collection in Google BigQuery. According to
information from Digital Science, UberResearch/Dimensions is already supporting NCI in different projects.

CLINICAL TRIALS (AACT) CLINICAL TRIALS (EUDRACT) CLINICAL TRIALS (ICTRP) CLINICAL TRIALS (TRIALTROVE) CORE DRUG LABELS

36726 26 086 72221 44 262 267 160 47 667

GRANTS EU GRANTS NIH JOURNALS MEDLINE PATENTS PATENTS DOCDB

60 26199 8140 309 086 285 820 22837

PUBMED CENTRAL
176 401

36 726 hits in Clinical Trials (AACT)

Author Chemistry (domain) Companies (domain) Drugs (domain) Species (domain) Substances (domain)
— —_— —_— — —— —
— — — — —
— — — — —
— =— - - —
— — - - -—

Sort column: Relevance Vv descending v Sort

36 726 documents found ¥ Export XLSX

D Details Read  Title Trial ID Start date Phases Sponsors Source Preview

Dexamethasone Versus Prednisone for Asthma Treatment in the n . »
e Children'S Hospital Of
D 2 = Pediatric Inpatient Population; a Feasibility Study NCT03133897 2018-03-05 Phase Ill Eastern Ontario Link Abstract



SciWalker: Normalized Deep Data Mining ontochem

SciWalker Q meber

25 Dashboard Document Search  di Chemistry Finder v ~ Analytics v Y My Research v @ Administration @ Help v S t.
.
D th 2 Versus Predni g for Asthma Treatment in the Pediatric Inpatient Population; a Feasibility Study > Bibliographic data a n a Iys I S Of

i > Images (0) millions Of

D h €. Versus Prednisoné Y for Asthma Treatment in the Pediatric ient P a Feasibility Study
v Chemical structures (4)

Basic Data

Trial: NCT03133897

Status: Terminated H H

Start date: 2018-03-05 Export structures: SMi file SC I e n I C
End date: 2020-03-11
Study type: Interventional

Clinical phase: Phase IIl .

Co s e EEHS documents
Drugs: Dexamethasong . ; Prednisoné .’ :

Sponsors: Children's Hospital of Eastern Ontario Relevance: 1,2925363 26x

Abstract

Current corticosteroid regimens for children hospitalized with asthma typically include a 5-day course of prednison: . or prednisolon€ . . However, these medications

taste poorly and are associated with vomiting and poor ) Outpatient that a 2-day course of dexame{hasone)( is as effective as a longer

course of p 1( and pi i ‘g{, and better tolerated. Studies in itali patients are lacking. The investigators' primary objective is to determine the u O m a e
feasibility of a non-inferiority trial, comparing 2 days of dexamethasone .’ to 4 days of inpatient prednisone . /prednisoloné ¢’ for inpatient asthma treatment. The

investigators also wish to determine the feasibility of 1) enrolling patients upon admission to hospital, 2) asking patients and/or caregivers to complete a symptom h ° I

weekly for 4 weeks, 3) reassessing patients post hospital dit 4) illy cc ing phone follow up 4 weeks post hospital di: and 5)
—— = y
identificati

health utilization data post hospital discharge. This study will inform a future multi-site trial paring pi X Ip X to ‘:{ in inpatient
asthma treatment. It has the potential of improving the delivery of care in asthma, by improving complianc€ with a mainstay of treatment. It will also enhance

collaboration within Ontario pediatric hospitals, facilitating knowledge translation and standardization of care across institutions.
Population and Elegibility
Whole Enroliment: Actual, planned

Gender: All, Minimal age: 18 Months, Maximal age: 17 Years, Healthy volunteers: Accepts Healthy Volunteers, Description: Inclusion Criteria: 1. Children admitted
during the study period with a diagnosis of asthma exacerbation, 2. Children aged 18 months to 17 years of age 3. Children who received oral Corticosteroids in the
Emergency Department prior to admission under our hospital Emergency Department Nursing Medical Directive and/or Pre-Printed Order Form Exclusion Criteria: 1.
Children who received IV Corticosteroid (CS) in the Emergency Department (ED) 2. Children who received oral €8 in the ED prescribed in any other way than through
the Children's Hospital of Eastern Ontario ED Nursing Medical Directive and/or Pre-Printed Order Form as doses may not be standardized 3. Children who have
received more than one dos€ of oral €S prior to enrolment 4. Children who have received their first dosé of oral CS greater than 12 hours prior to enrolment 5. Children
who received oral or IV QS in the previous 4 weeks 6. Children with any of the following: unrepaired congenital heart disease, chronic lung diseases other than asthma,
severe ical i i and other ifi co-morbid disorders as they are not typically treated on our hospital's asthma pathway 7. Children whose
caregivers do not understand English or French

Description

powered by BLAST | CDK | ChemAxon | OpenChemLib | OPSIN | OSRA Legalnotice @ 2020 4= ontochem




Normalized & Indexed Content ontochem

indexing uses open access ontologies on BigQuery:

= Google Cloud Platform 8 SciWalker Open Data ¥

@ BigQuery ® FEATURES & INFO 3 SHORTCUT

35+ ontologies

Query history Query editor + COMPOSE NEW QUERY {7 HIDE EDITOR r 7 FULL SCREEN

Saved queries 1

e.g. chemistry ontology:

Job history

Transfers Save query ‘ saveview (O Schedulequery ~ | %X More ~ .
35 million Concepts Schedulediqueries chem_preflabel @ A [[] & DELETETABLE & EXPORT v
700 million relationships Reservations

Bl Engine @ Thisis a partitioned table. Learn more Dismiss

Resources + ADDDATA v Schema  Details  Preview

Search for your tables and datasets .
Row ocid name

S chem_ancestors 1 150000000341 2,3-xylenols
= 2 150000000711 D-alloheptuloses
& chem_preflabel
3 150000000798 D-idopyranose derivatives
55 chemClasses_ancestors
4 150000000812 D-mannofuranose derivatives
=
o JShemTiEsses Pretehes 5 150000000813 D-mannofuranoses
& chemGroup_ancestors
= chemGroup_preflabel Rows per page: 100 ~ 1-100 of 33030106 First page 1< < > >| Last page




Ontology Browser & Search ontochem

Search for
concepts

explore
very large
domain
hierarchies,
relations

SciWalker O lwever

Dashboard

Document Search & Chemistry Finder ¥ A Analytics ¥ % My Research v @ Administration @ Help v

Domain Explorer
diethylene glycol butyl ether

Reset

Domains: All (22) ¥ m

v Chemistry

Select Chemistr P Deselect concept
v o structural classification butoxyethoxy)ethanol
. o 2-(2-butoxyethoxy)ethanol
° compounds
v © acyclic compounds 0CID: 190000916921
Ll 2-(2-butoxyethoxy)ethanol
% &. compounds by functionsl group InChl InChi=1S/C8H1803/c1-2-3-5-10-7-8-11-6-4-9/h9H,2-8H2,1H3
v © hydroxy compounds SMILES ccecoccocco
v © alcohols InChiKey OAYXUHPQHDHDDZ-UHFFFAOYSA-N
v © primary alcohols Formula C8H1803
Ll 2-(2-butoxyethoxy)ethanol
Mol weight 162.229
Vv o ethers
v o alkyl ethers
Y Structure

v o dialkylethers
Ll 2-(2-butoxyethoxy)ethanol
v © compounds by element
v © carbon group compounds
v o carbon compounds
v © organic compounds
v © aliphatic compounds
.
v © organic oxygen compounds
v © hydroxy compounds
v © alcohols

v © primary alcohols

I LR e W W TP N i

v o alkyl ethers
v o dialkylethers

1 concept selected Search in documents
[0 2-(2-butoxyethoxy)ethanol




Substructure Search Billions of Compounds & Reactions ontochem

Search for
chemical
structures and
reactions

In publications,
patents, clinical
trials and grants
data and
BigQuery tables

using a single
uer

SciWalker

Search by structure
bDEan X0 FHOO

©/ Searching exact, substructure dr similarity on >1 billion SAVI reactions
in a BigQuery table: sciwalker-open-data:chemistry_compounds:oc_savi2

Reaction 9390 Chan-Lam coupling  Reagents
z
+ o’ NN — |
8 o N
HO AP o
it it it
@ Details
Product name 1E9EBA457D98469A_BA1F62357CIA2822_7022_UN RINChI Key Web-RinChiKey=LYAFAXOQYACMOVJBZ NUHFFFADPSCTJSA
Product SMILES C1(=CC=CC=C1)0C2=CC=CC=C2 RSMI [C:4)1 (=[CH:S)[CH:6]=[CH 7)[CH:8]=[CH:9]1)B(0)0.[OH 17][C:18]2=[CH:19)[CH:20]=[CH:21)[CH 22]=

[CH:23]2>>[C:4]1 (=[CH: S][CH:6]=[CH:7)ICH 8] =[CH:9]1)[0:1 7][C:18]2=[CH:19][CH:20]=[CH:21]
Product OCID 180212834025 [cH:22]=[CH:23]2




SciWalker

8% Dashboard Document Search & Chemistry Finder v

Search compounds Search reactions

Search by structure Search by attribute (full match)
DEEYC X6 QR -HOO

A Analytics v Y My Research v @ Administration @ Help v

Name / CAS Registry Number / OCID:

(;‘ H diethylene glycol butyl ether
7 ] SMILES:
N N
i o
- He PPN s InChi:
NN
o F

p

cl InChl Key:

Br

Searching exact, substructure or similarity in reactions extracted from US patents
QPO O00

Search type: duplicate v

Max. results: 1,000V

Sort By

Reaction 242917 Source: US-05053554-A | Section: description Reagents

Ho RN NP s ‘2 + @) =3 e @

Details | Edit Details | Edit Details | Edit Details | Edit

Details | Edit Details | Edit
e Details
Source: US-05053554-A | RInChl RInChI=1.00.18/C11H2004/¢1-3-5-6-13-7-8-14-9-10-15-11(12)4-2/h4H,2-3,5-
10H2,1H3<>C3H402/c1-2-3(4)5/h2H,1H2,(H,4,5)!C7H803S/c1-6-2-4-7(5-3-6)11(8,9)10/h2-5H,1H3,
Section: description

(H,8,9,10)!C8H1803/c1-2-3-5-10-7-8-11-6-4-9/h9H,2-8H2,TH3!H20/h1H2<>C7H8/c1-7-5-3-2-4-6-
7/h2-6H,1H3/d-
300.1 grams Dowanol DB (diethylene glycol monobutyl ether, Dow Chemical Company) were azeotropically esterified at 95°-98° C. using nitrogen sparge and vacuum with

158.7 grams acrylic acid in 93.3 grams toluene in the presence of 9 grams p-toluenesulfonic acid and inhibitors until no more water was collected. On completion, the product Blnchl Key Web RioGhikeysCUDYCEMEKQEBORICGNUHEEEADRSOLSA




SCiWa I ker e Iweber

Dashboard Document Search & Chemistry Finder v A7 Analytics v % My Research v @ Administration @ Help v

Search compounds
Search by structure Search by attribute (full match)

DEESCXDERGHSO
|

Name / CAS Registry Number / OCID:

diethylene glycol butyl ether

L SMILES:

[N

+ .\
s

- s InChl:

K NN N
(o

InChl Key:

BRQOOO0A

Search type: duplicate v Max. results: 1,000V m m

Export SMI

Structure Names Mol. weight Formula External sources & Google Patents+

2-(2-butoxyethoxy)ethanol PubChem: 8177 Exact search:

* 112-34-5 * ChEMBL: CHEMBL1904721 Patents | Non-Patent Literature | Both
*  2,2-oxybis-Ethanol monobutyl ether * EPA DSSTox: DTXCID001519 * Substructure search:

D *  2-(2-butoxyethoxy)-Ethanol 162.229 C8H1803 e ZINC15: ZINC01600070 Patents | Non-Patent Literature | Both
* 2-(2-butoxyethoxy)ethan-1-ol ¢ ChEMBL: CHEMBL1904721 ¢ Similarity search:

LI Patents | Non-Patent Literature | Both
Details | Edit

Bulk select / deselect compounds v X 0 compounds selected




SciWalker

e Iweber

28 Dashboard Document Search & Chemistry Finder v A7 Analytics v % My Research v

GENTLE THERAPY TREATMENT- panthenol liquid
SOLEO

Disclaimer: This drug has not been found by FDA to be safe and effective, and this labeling has not been approved by FDA. For further information about unapproved drugs, click here.
Gentle Therapy Treatment

Active ingredients

Panthenol , (0.5%)

Purpose

Hair treatment

Keep out of reach of children

If swallowed, get medical help or contact a Poison Control Center (1-800-222-1222) fight away.

Warnings

For external use only

Do not use when scalp is red, inflamed, irritated, or painful

When using this product

- do not apply on other parts of the body

- avoid contact with eyes. If contact occurs, rinse eyes thoroughly with water

- do not apply directly to wound or open cut

Stop use and ask a doctor if

- rash or irritation on skifl develops and lasts

- condition does not improve or worsen after regular use of this product as directed

Directions

Wet haif. Apply the adequate amount on the center of the damaged haif. Rinse with warm water after 3-5 minutes.

Inactive ingredients

Wate?, Stearyl'Alcohol ., , Cetyl Alcohol., . Behentrimonium Chioride ¢, , Propylene Glycol X, , i iconé, Steartrimonium Chlorids.%, , Caprylyl Glyco), 1,2-Hexanediol.x/, . Glycerin./. , Betaine < ,
Chiorphenesin.. , Fragrancé, Trideceth-6.%, , Octoxynol-40.%, , lllicium Veruni (Anisé) Fruif Extract, Caprylic % /Capric Triglyceride %, , Disodium EDTA.Y, . Butoxydiglycol %, , Trideceth-3 ., , Dimer
Dilinoleyl Dimer Dilinoleate ., Myristyl Alcohol.x , Arachidyl Alcohol <, Salvia Officinali§ (Sagé) Extract, Simmondsia Chinensi3 (Jojoba) Seed Oil, Macadamia Integrifolid Seed Oil, Olea Europaea
(Olive) Fruit Oil, Lavandula Angustifolid (Lavender) Extract, Chamomilla Recutitd (Matricarid) Flower Extract, Rosmarinus Officinalis (Rosemary) Extract, Cymbopogon Schoenanthus Extract, Citric aciBJ(

Uses
Helps provide nutritioll and moisturizes dry hair.

Gentle Therapy Treatment

powered by BLAST | CDK | ChemAxon | OpenChemLib | OPSIN | OSRA

@@ Administration @ Help v

> My research
> Bibliographic data

> Images (0)

v Chemical structures (31)

Export structures: SMi file

2-(2-butoxyethoxy)ethanol

Relevance: 0.39737958 - |

B 7 NG S e,

Arachidyl alcohol

Relevance: 0.25856942 3x

Legal notice  (© 2020 {é: ontochem




SciWalker: Identify Relationships

Identify
relationships
between
concepts such as

aluminum alloy

and related
diseases

aluminum alloy

relates to — Anatomy (other)

relates to — Cell line

relates to » -+ Chemistry
Disease

relates to — Drug

relates to ~ — Effect or process

relates to — Herbal drug

relates to ~ -+ Inorganic material

relates to ~ -+ Method

relates to — Natural product

relates to ~ — Polymer

relates to » —+ Protein

relates to ~ -+ Species

relates to » -» Substance

relates to = — Topic: Nutrition

relates to — Topic: Toxicology

ontochem

relates to ~ — Alzheimer's diseases

relates to ~ -+ Anemia

_ | relates to «~ -+ Apoptosis

|| relates to ~ —» Bone Diseases

relates to ~ — Brain Diseases
relates to ~ — Dementia
relates to ~ - diseases
relates to ~ -+ Hypersensitivity
relates to ~ -+ Inflammation

relates to ~ — Injuries

_ i relates to ~ — Neurotoxicity

relates to -+ Occupational exposures
relates to « - Osteomalacia
relates to — Poisoning

relates to ~ — Renal failure chronic




Evidence is key!

The system delivers
sentences extracted
from documents
describing the
relation and links to
the source
documents

aluminum alloy

ontochem

Sentences

aluminum alloy relates to Neurotoxicity

[compound] induces [disease]

The findings could possibly lead to studies explaining the
biochemical basis of aluminium induced neurotoxicity as well
as the side effects associated with the long term medication
of neuropsychoactive drugs.

Therefore, the oral ingestion of aluminum induced
neurotoxicity in mice which may be seen only at an early
age, but injection of aluminum can cause neurotoxicity at
any age.

Therefore, the oral ingestion of aluminum induced
neurotoxicity in mice which may be seen only at an early
age, but injection of aluminum can cause neurotoxicity at
any age.

Effect of propentofylline on the biochemical lesion of the rat
brain in aluminium induced neurotoxicity

Aluminum induced neurotoxicity: alterations in membrane
function at the blood-brain barrier

relates to ~ - Species

relates to ~ - Substance
relates to ~ -« Topic: Nutrition

relates to - Topic: Toxicology




ontochem

monoterpenes (Natural product) relates to cosmetics (Topic: Cosmetology)
Clever visualizations el 2
make complex things R 3
easy! oo
(();rs)-mnme : « cosmetic product
(r)-linalool «
Substantial (rprocmene .
° ° 1s,5s-(-)-alpha-pinene «
relationships ic monoterpenes - : oo e caogne
beta-ionone « « eyeliner
between e pns
monoterpenes and it 1
. citronelial 4
cosmetics. s "
limonene «
linalool « . m:mme
« perfume
B-thujaphicin P




Bulk Export into Google BigQuery Tables

SciWalker

ontochem

e Iweber

Dashboard Document Search &b Chemistry Finder v 2 Analytics v % My Research v

Compound Exporter

SciWalker uses sophisticated semantic technologies to detect both known and novel chemical compounds in document texts and also in images.
chemical compounds from.
Just add documents to an existing collection or create a new one. You can choose the desired ouput format.

Collection name Description Documents

dow test

dowtest

Lutz's default document collection 2

@)

Lutz's documents

2 collections 1

Bildschirmfoto
powered by BLAST | CDK | ChemAxon | OpenChemLib | OPSIN | OSRA

@ Administration @ Help v

You can use My Library to create a collection of documents that you want to export all

Created Last modified Sharing

2020-11-09 10:20:00.0 2020-11-09 10:20:05.0

2020-07-03 08:33:12.0 2020-07-06 07:44:31.0

Export format: () XLSX (®) sMI [l ExportBQ

© 2020

Legal notice




Automation: Example Biomarker Screening ontochem

Automation of @@ reaiEnsicN G
customer specific B v o
research anadies =

processes:. ETAE o

Results <L

Example:
continuous
biomarker
screening for

Biomarker Biomarker target Drug Gene variant Population Type

$ Export XLSX

Details Biomarker Gene variant Target Drugs Type Anatomy Population Kit Sentence Repository Source Source date Document view
° These studies
Oe r I n ge r > EGFR T790M Rate of response patients reported >50 % PubMed Central MC4488453 20150630 Show
= f Almost all EGFR-
° > EGFR T790M st positve NSCLC | PubMed Central | PMC6200532 20181005
ngelheim
This has
EGFR EGFR T790M Blomarker patients Rarticular Patents Lt 20141218 Show
imoortance given Al
Examples of
EGFR EGFRT790M Biomarker suchsuccesses  PubMed Central MCAS74608 20150917
include

18



ontochem

Automation: Laboratory Journals

e Iweber

BoN labdocs

28 Dashboard Document Finder v & Chemistry Finder v 27 Analytics v * My Research v & Admin v O user v @ Help v

o Simple Search Tutorial

Simple search Advanced search Expert search
vitamin d3 X |
Concept
Save query Send to advanced search m
LABDOCS
14 554
14 554 hits -
Author Chemistry (domain) Companies (domain) Drugs (domain) Species (domain) Substances (domain)
— —_— — — —
— —— — o —
— —_— —_— = —
= — — - —
- — o ' —

Export XLSX

14 554

Details Read Title
I:I > KAU037997.10.esp
D > KAU037594.10.jdx

OJ > KAU037579.10.jdx




Automation: Example Market Insights Generation ontochem

diethylene glycol butyl ether (Chemistry) relates to companies (Company)
L3 o
RelatlonShlps - 139 .« air products & chemicals
° ° ° 248 .« basf
identified in i
— 26 « bayer pharma, ag
- 59 « ciba specialty chemicals
patents and
Ld o
publications
971 « dow chemical company
between a L « dow corning, corp
R - 116 .« eastman chemical company
— 47 .
chemical 2@ butoyethoxy)ethanc « 299 =1 s
e " itach
- 115  « kyowa hakko kirin
compound and — Tl
° : ;g ?v.lx:::\b:ns:':us compan:
the h Igh = I evel — 34 « rohm and haas eiecgon‘:c materials lic mariborough us
. 197 .« sigma-aldrich
concept SR e sl s,
« ” = 314) . :h: do:hchemllcaldcor:pany @
Com pa ny « tokyo chemical industry, co., Itd.
I 435 .« union carbide, corp.
— 1 4 « univar
- 101« wako pure chemical industries, Itd.
B s2 « zeneca




ontochem

Q: What tetrazole containing drugs are in how many clinical trials for which diseases ?

A: from 303.973 published tetrazoles, 35 compounds were in 926 trials (using Google DataStudio):

I Record Count
250

@ hypertension
@ essential hypertension
@ heart failure

200

@ type 2 diabetes meliitus

@ type 2 diabetes

@ coronary artery disease

@ chronic kidney disease

@ marfan syndrome

@ diabetic nephropathy

@ auial fibrillation

@ chronic heart failure

@ obesity

@ cerebral nfarction

@ ischemic stroke
congestive heart failure

@ diabetes melitus, type 2

@ protemuria

® others

150

100

50

cilostazol

cefazolin
irbesartan

cozaar pletaal pranlukast
avalide mk8245 cefoperazone cefotetan

pletal tedizolid lcz696

evacetrapib alfentanil fimasartan olmesartan

candesartan
valsartan

losartan




Google BigQuery: Enabling Interactive Dashboards ontochem

Which biological targets are in the focus of
current research grant applications?

Complex technologies

(] (]
applled In the baCkgrou nd Grants by start year Protein name Funding total (USD)
1 PD1L1 family $193275,507
[ 2 MAPK2 family $114,068,130
. . ° 30K 3. MAPK family $108.490877
Resulting in a simple ppr— —
20K 5. ERKAfamily 108288322
d a S h boa rd 6. NLRP3 family $94.401,194
1% 7. NF2L2 family $105,760,382
& GPEARfamily $182109110
Stil I €na bl i ng the = iz e e e 2 il R
° 10.  AKT1 family $69,765075
interested user to o e
° ° M 12, TLR4 family $105726,983
interactively drill down e el
and explore deeper W sty B
R o 15 MBD2 family $88717985
1 |ghts. 16, MYC famiy $88,001,168
17.  ALBUfamily $50.790.689
18 HIF1A family $36,588,830
19.  APOE family $271,569,831
20 IFNG family $63,006,600
1-20/19028 >
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ontochem

Customizing SciWalker

SciWalker is a highly modular - create your own personalized applications !



Organization details

Organization name

OntoChem

Application name

Repositories
Text or database sources available

O an
CORE (OC, oacore)
[7] cheMBL (oc, chembl)

Clinical Trials (AACT) (OC, ctaact)

Clinical Trials (EudraCT) (OC, cteuct)

Clinical Trials (ICTRP) (OC, ctictrp)

Clinical Trials (Trialtrove) (OC, ctciteline)

[ ciinical trials (0C, aact)
Drug labels (OC, druglabels)
Grants EU (OC, eugrants)
Grants NIH (OC, nihgrants)

Journals (OC, journals)

Medline (OC, med)

Patents (OC, patents)

Patents DOCDB (OC, patdocdb)
PubMed Central (OC, pmc)

[ web (oc, web)

[T] web Regenold (0, webregenold)

Delete organization

Features
GUI features and apps available

All
GENERAL
Changelog
Dashboard
Document Search (Landing page)
Info Page
Manual

User Management

CHEMISTRY

Chemistry Search

Compound Search
Semantic Export

Sequence Search

ANALYTICS
Domain Explorer

Path Search

USER RESEARCH

Domains highlighting
Domains highlighted in annotated text

D All

Anatomy

[] siomarker

Cell lines

Chemical Classes
Chemical Compounds
Chemical Groups

] chemistry

Clinical study dictionary
[[] companies
Cosmetology

[] countries

Devices

[] piabetes health
Diseases

Drugs

Effects, processes and functions

[T] eye health

Modular Functions - Personalized Applications - “iMarts”

Status

@) Active

Max. users

Searchable domains
Domains available in autocomplete

‘:l All

Anatomy

[ Biomarker

Cell lines

[T chemical Classes

\:I Chemical Compounds
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Personal Document Collections ontochem

SciWalker O hwever

25 Dashboard

Document Search & Chemistry Finder ¥ A Analytics ¥ My Research v @ Administration @ Help v

My library
Document search  Compound exporter

BB Document collections

Editable for "
Alert Collection name Description Documents Created Last modified Is shared Shared for Modify
shared users

d

O a dowtest dow test 6 9.11.2020,11:17:39 9112020,11:18:07 AW - no 7
0 a8 test test 6 3.11.2020,10:26:53 311.2020,1026:58 A& - no 7
O a monoterpenes+virus monoterpenes+virus 15 2.11.2020, 15:26:36 211.2020,15:26:42 &AW - no 7
0 a niclosamide niclosamide 0 26.8.2020,16:38:33 26.8.2020, 16:38:33 2 = no 7
O J+1 PDquery6 1 20.7.2020, 19:46:31 20.7.2020,19:46:36 & - no /7
[:] a ProteinDegradation1 20 20.7.2020, 19:35:49 20.7.2020, 19:40:58 2 A no Vi
0 & Lutz's documents Lutz's default document collection 8 13.5.2020, 11:19:57 16.6.2020,20:05:08 & & - no Va

7 collections 10

=+ Create new collection

powered by BLAST | CDK | ChemAxon | OpenChemLib | OPSIN | OSRA Legal notice @ 2020 4& ontochem




Personal Alerts ontochem

SciWalker O iweber

B3 Dashboard Document Search @ Chemistry Finder v A Analytics v * My Research v @@ Administration @ Help v

Watchlist alerts Library alerts

Status Name Description Type Interval Next sending date Created Remove

[¢] dow1 query WEEKLY v 2020-11-16 ) 2020-11-09 10:27:52.0 0

1 ale 1 10 v

powered by BLAST | CDK | ChemAxon | OpenChemLib | OPSIN | OSRA Legal notice  (© 2020 €:-§-Z ontochem




Dashboards to keep you up-to-date ontochem

SCiWa | ke r e Iweber

Dashboard Document Search & Chemistry Finder v A Analytics v % My Research v @ Administration @ Help v
Dashboard New documents since:  2020-11-02 =

dow 574 new D2 Bortezomib 123 new D2

dowl [N . -

MOF Bortezomib [
aspirin. |
0 50 100 150
0 100 200 300 400
targeted protein degradation 8 new ®©2
proteindegradation [ ]
0 2 4 6 8 10

powered by BLAST | CDK | ChemAxon | OpenChemLib | OPSIN | OSRA Legal notice @ 2020 {:-é: ontochen




Technology Features

SciWalker is a toolkit:

e RESTful WebAPI, programmed in Java, based on non-toxic open access software
e cloud based installations, e.g. via docker images: GCP, AWS, Azure

e |ocalinstallations, e.g. on laptops - Unix, Mac, PC

e usingencrypted, authenticated communications with RESTful WebAPI

e React Javascript GUI and Java 8 middleware

e Chemistry webservice: OpenChemLib, CDK or ChemAxon, different editors

e MySQL as general document database

e connectors to other databases, and 3rd party WebAPI's, e.g. Google BigQuery

e hardware: typically 32GB RAM, 8+ CPU, 12 TB HDD or SSD for large indexes
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LET'S INNOVATE KNOWLEDGE RETRIEVAL...

OntoChem is using the

New technologies Google BigQuery & GCP
platform
can be successful
only if to present complex research

data & results in an easy way
they are easy to use

providing outstanding
functionality
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Thank you

contact:

www.ontochem.com

phone: +49 345 4780470

e-mail: info@ontochem.com


http://www.ontochem.com

