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# cheminformatics-group v Q

User 10:45AM
Show me the distribution of heavy atom counts
across the dataset

molecules.csv
CSV' molecules.csv - 2,500 rows

MolTools ApP 10:45 AM

k=¥ Distribution of heavy atom counts generated.
Here is the histogram for the molecules.csv
dataset.

Heavy Atom Count distribution
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Overall
rank Model

ne

1 @ GPT 5.5, medium
2 Claude Opus 5, high
3 @ GPT 5.6 Sol, high
4 {5 Gemini 3.1 Pro, high

https://ddb.insilico.com/

https://scienceaibench.insilico.com/

https://insilicobench.insilico.com/

Drug Discovery and Development Benchmark

Benchmarks Leaderboard About | Submit a model &
Disease Medicinal Chemical Clinical Therapeutic
Insilico Biology Chemistry Synthesis Trials Longevity Biomolecules
score
69.4 °
) e
) ]
[ ] @ GPT 5.5, medium [ ] Claude Opus 4.8, high {5 Gemini 3.1 Pro, high [ ] )(I Grok 4.5, high [ ] Claude Opus 5, high [ ] @ GPT 5.6 Sol, high
Benchmark Legend:
65 1 e 1. AMES Mutagenicity 2. BBB Penetration 3.  Bioavailability
" . 4, CYP2C9 Inhibition 5. CYP2C9 Substrate 6. CYP2D6 Inhibition
7. CYP2D6 Substrate 8. CYP3A4 Inhibition 9. CYP3A4 Substrate
10. DILI 11. hERG Blockers 12. HIA
13. P-gp Inhibition
64.4 @
[ ]
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PERFORMANCE ATA GLANCE
Frontier-level skills —

specialist-rivaling results

% (MT) %R IAmHE,

ADMET, PK & Safety
@ 22 tasks - TDC

Absorption, metabolism & toxicity —
the profile that decides druggability.

® Beats best frontier LLM Matches SOTA x2

GPCR Binding Affinity

2D panel - 24 targets

Predicts Ki potency from structure
across 24 GPCR targets.

® Beats best frontier LLM Matches specialist

C? Functional-Group Reasoning
FGBench

Reasons how group edits shift a
molecule's measured properties.

® Matches best frontier LLM ® Far lower error

@ beats reference matches specialist below specialist

é Retrosynthesis
single-step - SSRS

Plans valid, varied one-step routes
to synthesize a target molecule.

® Beats best frontier LLM Below specialist

A Protein—-Ligand Affinity
3D pocket - MedChem

Predicts pIC50 from a 3D protein
pocket + ligand complex.

® Beats best frontier LLM ® Beats docking

Multi-Property Design
& MuMO - 34 goals

Designs molecules meeting several
property goals at once.

® Leads hardest set Matches specialist

Built with MMAI Gym post-training - vs base, frontier LLMs & specialist tools
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w#H kK Richeldi, L., Azuma, A., Cottin, V., Hesslinger, C., Stowasser, S., Valenzuela, C., Wijsenbeek, M. S., Zoz, D. F.,, Voss, F., & Maher, T. M. (2022). Trial of a preferential phosphodiesterase 4B inhibitor for idiopathic pulmonary fibrosis. New England Journal of Medicine, 386(23), 2178-2187
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