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Selected evidence context

Analogical reasoning

Example: oral bioavailability

Liver clearance
AQ-13

Low liver-microsome

clearance
Human CL.

Direct outcome

Shared core:
supportive analogy

Supports limited

Direct first-pass loss

LLM assessment:

compare structural and
mechanistic evidence
from related molecules.
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4-aminoquinoline derivative

Supports
absorption

No observed property

Supports
limited efflux

High Caco-2 permeability
20 x 10°¢ cm/s
pH 7.2

\4

Prediction: high oral bioavailability
F >20% - moderate confidence

Shared-core evidence outweighs a side-chain-specific liability.

Intestinal transport

No P-gp substrate signal
In the reported Caco-2 assay

Color: evidence group
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