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Layer 4: HENHS - ©
MIRA routing validated candidates to

high-throughput labs (e.g., autonomous
robotics) for synthesis and characterization.
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Layer 3: ¥)IR4%3E

NVIDIA kUPS, DFT (Density Functional
Theory) for stability verification.

Meta’s UMA (Universal Models for Atoms), .

Layer 2: £ ETIL

GNNSs, Diffusion models (MatterGen),
producing millions of hypothetical
|__compositions.
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The Apex. Scarcest asset. Unreacted recipes,
byproducts, equipment anomalies, raw material costs.

HE T4

DFT outputs, specific test parameters.
Requires internal compute to generate.

RS XA T — 4

Foundational. Publicly accessible
or licensed (CCDC, ICSD, Wiley).
High volume, low differentiation.
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Commercial Viability / Strategic Value
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In-Silico Stability (GPU)
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Mitsdﬂi Data
(Z=HT—%)

MEt ETILRR
(IP & Model Weights)
Private instances do not guarantee absolute

Risk of statistical extraction of Mitsui's proprietary
insights via shared model updates or embeddings.
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(Geopolitics & Export Controls)
Advanced compute (GPUs),
semiconductor materials, and

catalyst designs are subject to tight
economic security laws.

Data transfer across nodes requires
strict scrutiny.
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(Z79o>Fk1)=)

Al * {LFm#R$! (Regulation)

Generative outputs do not bypass physical
regulations.

Must comply with EU Al Act and chemical
registrations like REACH. Al-generated novel
structures still require rigorous safety and
toxicity testing.
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