
Understand likely
biological & chemical

behaviour

Screen for potential
hazards early

Focus resources on
lower-risk
candidates

Address uncertainty
transparently

Stage 1: Discovery & Candidate Selection
Build evidence early to identify the most promising

candidates.

Advance the strongest opportunities
& support progression decisions

Define candidate
structures

Identify compounds
for assessment

Predict metabolism
& degradation

Anticipate downstream
development challenges

Assess safety
liabilities

Develop weight of
evidence (WoE)

Build confidence in
compound decisions

Select candidates for progression

Prioritise lead candidates

Establish a diverse
starting set for

meaningful comparison

Outcome:
Informed & confident candidate selection before
committing significant development resources.

Focus on
relevant findings

Document supporting scientific
evidence

Determine potential
safety concern

Stage 2: Hazard, Risk & Control
Understand and manage risk before submission.

Establish significance
& acceptable intake

limits

Enable transparent justification

Identify potential
impurities

Capture risks across
development

Characterise risk

Support proportionate
decision-making

Assess impurity
hazards

Define control
strategies

Select appropriate
mitigation strategies

Build rationale

Build a complete
risk picture

Balance safety &
efficiency

Outcome:
An evidence-based risk management strategy that
supports confident development decisions.

Reference toxicity & carcinogenicity data

Want to build confidence
in your lead selection?

Drug discovery workflow
with in silico

Can you justify every
impurity decision?

What supports your decision?

Meteor
Predict metabolism and rank likely metabolites by

confidence

Kaptis
Build a carcinogenicity weight-of-evidence case

using an AOP framework

Whether selecting lead candidates, assessing toxicity liabilities, or making progression decisions, Lhasa
solutions provide complementary evidence throughout the discovery workflow.

Vitic
Explore curated toxicity and carcinogenicity data

Zeneth
Predict API-forced degradation pathways

Toxicity & mutagenicity prediction

Metabolite prediction

Carcinogenicity weight of evidence (WoE)

Reference existing knowledge

Consult Lhasa
Apply expert scientific assessment and interpretation

When deeper expertise is needed

Degradation prediction

LCDB Plus
Reference trusted carcinogenicity evidence

Process impurity identification

Mirabilis
Impurity alerts flag risk early in the development

workflow

Derek & Sarah
Identify toxicity liabilities with complementary

data and prediction models
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