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Al Screening SOLUTION
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in silico CRO Service

P4 Virtual screening service

* Molecular docking score

* Synthesis Difficulty

* |P achieve availability

* Optimize Scalability

* Al based ADME/T Prediction
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Molecular docking, dynamics simulation
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Protein A Protein B Complex A-B

i List of Available Services

Target Validation Hit Identification Hit to lead Lead Optimization

* Protein structure * Receptor based virtual * De novo design(Al) * Structure—based

modeling screening « R-group Enumeration selectivity analysis
* Binding site analysis * Ligand based virtual  Scaffold-hopping + Structure optimize

. screening . . design
* Molecular docking . « Physicochemical 9
) * Hyperscale virtual ed « ADMET oredicti

* Molecular dynamics screening property prediction prediction

simulation « Shape screening « ADMET prediction by Al * Antibody maturation
* Protein—Protein docking * Pharmacophore * Protein engineering
* Reverse docking modeling

* Peptide modeling




LNP Al Smart bench

LNP Smart bench

CXIE Met g
AloFjjer =

AH2XF &1t OIE{TH 01 A
One-Stop

oY E7

AXSE S8t 2

Inhouse H|O|E &2
MAZ D &0 ME|=

M=

En mine

MolPort
& ChEMBL T%l

2 xon st arolea

300271 Ol4te] a3z
S2iY 7|8k 14 TEY AAY

i d

OPyTorch S 013X 28 2Z4A 2H01E22
er

EXEAI HoiYol A Et

M O 242 7|5 X2

P4 Drug discovery workflow

Target Search & Validation Virtual Screening(VS) by SmartBench

Summary & Feedback

Target Novel Compound
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Target Search & Validation

~ System Continuous Method .

Setup Evaluation !
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DB Selection Virtual Further ,
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Preparation Workflow Required

VS Summary with Filters
(Similarity, Interaction Profile, Property Prediction)

Interaction Profile

PoC Proof || Newly Found Option

P Cloud server system (Amazon, Nvidia GPU)
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Schrodinger Life Science Software

* Small molecule Drug Discovery %!
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LNP Solution

E-mail

Homepage

LNPsoultion(@lnpsolution.com
www.Inpsolution.com



