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XAI Methods in Chemistry

How to explain a prediction? Surrogate Models®!
What is being explored? Global property vs. local property.
What is. thg relation between the model and the interpretation? Intrinsic (ante-hoc) g(_)"é) = arg min £(f, g, 7my) + Q(g)
vs. extrinsic (post-hoc). geG
« Proposed Evaluation:!
Actionable, Complete, Correct, Domain Applicable, Fidelity/Faithful, Robust, Counterfactual Explanations!l
Sparse/Succinct ®  Chemical similarity !
S “ . . minimize d(x,x’)
Subjective, as they depend on “complex human factors and application scenarios
« Explanation technique such that f(x) # f(x)
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