
ADVANCED SOLUTIONS TO

DRUG DISCOVERY



With us, you have the best partner for successful drug discovery.

We use molecular modeling simulations and deep learning techniques to identify 

early Hit candidates in drug discovery, with optimized technology, experience,

and confidence to drive success.

We are also building LNP AI Smart Bench that researchers can easily use throughout

the drug discovery process, leveraging the latest in AI, deep learning, and big data

technologies.

Molecular Modeling + AI = Novel Drug

CADD
Molecular Modeling

AI
Artificial Intelligence

Compound design

techniques based on

protein structure

Compound ADME and toxicity

prediction technology through

deep learning model development

The Advantages of Leveraging AI and Simulation in Drug Discovery

Up to an 80% reduction in cost/time compared to traditional drug discovery process

Reduced
development time

10-15 years

7 years

Reduced
development costs

Approx.

KRW 600

billion

Approx. KRW

2-3 trillion

Candidate
identification stage

•Quickly browse over 

�1 million articles

•Minimize time and labor costs

Clinical trial stage

•Present drug candidates

•Identify optimal patient

　groups for clinical trials

We Never Compete with 
Our Clients.



Our molecular modeling and AI-powered analytics identify

optimal molecules and provide solutions to make drug discovery

faster, more efficient, and ultimately more successful.

Discovery of the
most promising hit

compounds

AI Screening Solution

Research Service Collaborative Research

Research Service Business Platform Package Business

AI-CADD based analysis Package & Web Service

Research Service
•Single analysis services

　(structural modeling, docking bond analysis)

•Research services

　(virtual screening, derivative design)

Software Packages and Web Services
•Molecular modeling, AI data analysis package

•Development packages by field

　(small molecules, proteins, natural products)

•Characterization packages (toxicity prediction, PROTAC, PPD)

•Accurately analyze target protein structures and apply a range of screening assays

•Integrate data from multiple assays to identify the most promising candidate compounds

Database Provision
•Virtual screening, natural products, and protein structure libraries

Various
Screening Methods

Target
analysis

Binding site
prediction

Optimization
& refinement

Receptor-based
virtual screening

Ligand-based
virtual screening

Reverse
screening

Screening
result analysis

Combined analysis of
each screening result
to identify the best

candidate compounds

Screening
Database

Hit candidate
compounds

Final candidate
list or new
compound

design

In-house DB

Chemical
vendor

Synthesizable
Database

Result

Protein structure
preparation



Virtual screening service

Molecular docking and dynamics simulation

List of Available Services

•Docking scoreguided selection

•Synthetic accessibility

•IP circumvention strategy

•Optimize the Synthetic scalability of the compounds

•AI-based ADME/T Prediction

•Target proteins

Protein BProtein A Complex A-B

•Virtual Screening Library •Hit candidates

Target Validation Hit Identification Hit to lead Lead Optimization

•Protein structure

　modeling

•Binding site analysis

•Molecular docking

•Molecular dynamics

　simulation

•Protein-Protein docking

•Reverse docking

•Receptor based virtual

　screening

•Ligand-based virtual

　screening

•Hyperscale virtual

　screening

•Shape screening

•Pharmacophore modeling

•Peptide modeling

•De novo design (AI)

•R-group Enumeration

•Scaffold-hopping

•Physicochemical property

　prediction

•ADMET prediction by AI

•Structure-based

　selectivity analysis

•Optimized structure

　design

•ADMET prediction

•Antibody maturation

•Protein engineering

CRO Servicein silico

Protein-protein docking



Customizable cloud

platform enabling digital

transformation in drug

discovery

Target Search & Validation Virtual Screening (VS) by SmartBench

LNP Smart bench
User-friendly interface

One-stop

decision-making tool

Optimized integration platform
Leverage in-house data

World-class level of reliability

Ultra-large compound library
Over 30 billion compounds

Fast filtering system

powered by deep learning

AI-powered open-source libraries
The synergy of molecular modeling

and deep learning

Extensive feature support

Drug discovery workflow

Cloud server system (Amazon, Nvidia GPU)

User-friendly cloud platform for intelligent, automated drug discovery

Target

Collection Docking

Application

Alphafold

RoseTTAFold

Etc.

Structure

Reported

System

Setup

Continuous Method

Evaluation

DB Selection

&

Preparation

Virtual

Screening

Workflow

Further

Inspection

Required

Manual

Inspection

YES

NO

Free Energy

Calculation

VS Summary with Filters

(Similarity, Interaction Profile, Property Prediction)

PoC Proof II Newly Found Option

Generative A.I.

Novel Compound

Optimization?

Summary & Feedback

Target Search & Validation LNP AI Solution (DTI)

LNP AI Solution (DTI)

•Build a cloud-based platform without the need for on-premise server equipment

•Leverage the high security and reliability of cloud systems from Google, Amazon, and NVIDIA

•Enjoy ease of use through a user-friendly interface and intuitive settings

LNP AI Smart bench



Schrödinger Life Science Software

•Molecular modeling + AI software for small

　molecule drug discovery and biologics research

•Official partner for Schördinger Korea,

　the global leader in molecular modeling software,

　providing sales, support, and training for universities

　and government research institutes

•Distributed to government research

　institutes, and University

•Trial licenses and introductory training available

•Expert technical support and training for

　Schrödinger Software

•Various discount promotions and regular training

　sessions offered through our Korean office

　partnerships

•Various virtual screening

•Shape-based screening

•Ligand-based pharmacophore modeling

•Lead optimization

•Deep learning for QSAR

•Refinement of protein crystal structures

•Structure analysis and homology modeling

Small molecule drug discovery

Biologics by design

•Antibody Modeling

•Reliable structure prediction from sequences

•Liability Prediction

•Rapid protein surface analysis

•QSAR analysis for biologics

•Applicable to antibody and standard 

　(protein or nucleic acid) structures



Universities

Enterprises

Organizations

Partnership



LNPsoultion@LNPsolution.com

www.LNPsolution.comHomepage

E-mail


