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Construction of high-quality ADMET/PK dataset
for a new drug discovery and development platform based on federated learning
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= Assay'd
*  Caco-2 permeability assay
. *  P-gp substrate assay (caco-2)
Absorption * Gl Paraller Artificial Membrane Permeability Assay (PAMPA)
*  BBB Parallel Artificial Membrane Permeability Assay (PAMPA)
a5 Acceptance criteria
L * Tissue distribution
Distribution . S
Plasma protein binding assay (Human,CD1 mouse, SD Rat) ZakMo| AlM A K Calibration curve linearity R2 > 0.990
¢ Microsomal stability (Human, CD1 mouse, SD RAT, Phase 1~2) HetrMo| sty . Standard curve accuracy : % deviation < 15%
*  S9fraction stability (Human, CD1 mouse, SD Rat, Phase 1~2)
* CYP3A4/ CYP2D6/ CYP2C19/ CYP2C9/ CYP2C8/ CYP2B6/ CYP1A2 AHEE O] i Sk Ad o
inhibition assay (Flouresence probe, HLM) QC B=9] g ) QC sample accuracy : % deviation < 15%

¢ Plasma stability (Human, CD1 mouse, SD Rat)
Metabolism | * Metabolite Identification System &gt . System suitability accuracy : % deviation < 15%

(Liver microsome, Human, CD1 mouse, SD RAT)
* jnvivo CD1 mouse Metabolite Identification

ol %ol . D z
¢ invivo SD rat Metabolite Identification Carry over | < Confirm of Double blank, Zero blank
*  Compound stability (HBSS, pH 7.4 / PBS, pH 7.4)
*  Vehicle stability HEETEZE 22ty | . Internal standard of all samples : % deviation < 15%
Toxicity in vivo general toxicity
PK in vivo CD1 mouse PK

in vivo SD rat PK
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Therapeutic
Area

Oncology

Ophthalmology

Cardiovascular

Allergic Disease

Fibrotic Disease

Pipeline
(“First in
Class)

SJP1602
SJP1604

SJUN301
SJN302A
SJN303
SJUN307A
SJN308
SJUN309°
SJN3M
SJN315
SJP1804
SA001
SDX301

SJN314

SJN305T”

SJN306
SJUN312°

Indication
TNBC
(FAK/Pyk2 dual inh.)
AML (Apta-DC)
Immunotherapy

ADC payload
(STING Ago.

Immunotherapy

ADC payload
(Metabolic)

Immunotherapy
Immunotherapy
Immunotherapy
Targeted Therapy
Wet AMD (Nox inh.)
Dry eyes syndrome
Anti-Platelet
Allergic Disease
MASH (TPD)
MASH

MASH

I=

Discovery Development

HitDiscovery LeadOpt. Pre-clinical Phase 1 Phase 2 Phase 3

QED: 0.67 < val
CL:5 < val
other: 0 < vai<0.3

Medium

other: 0.3 <val<0.7

3HO10] M A4 ALE| = Al B0 E{ S E3H X

L—

SJ-ID

Log S

Log P

QED
Pgp-inh
Pgp-sub

HIA

BEB
CYP1A2-inh
CYP1A2-sub

QED: val < 0.67
CL: val<b
other: 0.7 < val = 1.0

CYP2C19-inh
CYP2C19-sub

CYP2C9-inh

CYP2C9-sub

CYP2D6-inh
CYP2D6-sub
CYP3A4-inh
CYP3A4-sub
CL

H ERG

H-HT

Ames

SJN301_0047 SJIN301_0174 SIN301_0183

Sohule

Solusle

Nomtium

Meedium

Medium

Nomtium

Miedium

Miedium

Nomtium

Soluble

Soluble

Soluble

Medium

Miedium

Medium

Medim

Medium

Medium

Medium

Medim

Mozt

Miedium

Miedium
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- Caco-2 permeability
- P-gp substrate assay
- GI PAMPA

- BBB PAMPA

Absorption
- Tissue distribution
- Plasma protein binding assay

(Human, CD1 mouse, SD rat) HIOIE" ﬂﬂ' EI'IE JIEEHF‘—I’Eg ['IIOIE" 'E'E
Z=A E24M ZoIM CIoIE =5 H=IM

- in vivo general toxicity

Distribution
ADMET
CIoIE! 33 XI5 HIOIE FDD/FAM FAM U=
Metabolism M SSAHEM E= 51N ds 2MM
- Microsomal stability - invivo CD1 mouse metabolite identific
- invivo CD1 mouse PK - 59 fraction stability - in vivo SD rat metabolite identification
- invivo SD rat PK - CYP family inhibition assay - Compound stability

- Plasma stability - Vehicle stability
- Metabolite identification
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