Where do we collect

the
data from?

Chemical

‘data

MM & .
‘formula
'HBD/HBA i

\J

.-\. Reaxys’

e O
S

GENEONTOLOGY 3
= 4 Unifying Biology Unlpfot

ZPDB

\\ ll\ll \-n W \\\ /‘n

Open PHACTS

Chemical€gtructure

Neauldeo

CDRUG_BANK

Pub@hem ChEMBL '° o 2
ChemSpider

ZINC MolPorr@

DATABASE

Bio data

Activity o

ffffffffffffffffffffffffffffffff v

ffffffffffffffffffffffffffffffff s

06/10/2020



06/10/2020

Number
of Target 4 9 O 6
Proteins I
Number
o (92
hydrolases
Number
™ 549
proteases

~ 12,257 drug molecules

(+ 2 mi assayed...)

Chemical Entities
(N C ES) *";;;;;-




06/10/2020

" -.‘The NEQUIMED/IQSC/USP
* - Number: 11,328

11,828 x 6 warhéads: = _
- 67,968 -

- ~"The NEQUIMED/IQSC/USP
©~ Numbert 11,328

" To how ‘many ‘can.we go
S for?e.




..doing
science
for better
health! Neoob o

o

,/;~/'

&

q
y
S
S

D
>
O
4
[0
(0’4
<
(%)

Fad

 *

Envelope protein (E)

Membrane protein (M)

__ORF7a
L7 (accessory protein)

NSP3 D & Fa Single-strand RNA
(papain-like :
protease)

Nucleocapsid (N)

5
NSP16 [
(2-O-methyltransferase) _ 4
§ NSP13 (helicase)
-
- g

'NSPg RNA replicase)

NSP15 (NendoU)

EXTRACELLULAR
SPACE

NSP5 (main protease, MPr)

s \
Spike glycoprotein (S)——— ¢ @
10nm

Parks & Smitl

ELLCY IOPLASM

..doing
science
for better
health! Neoubieo

q"\

b
0

’s )\‘ ’
N ~
&

7

X
e

o

|

D
>
O
Q
%
(0’4
<
%
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database (Features for n_,. = 1,760)
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Deep Learning

Input Feature extraction + Classification OQutput

https://semiengineering.com/deep-learning-spreads/)
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