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Scaffold-Controlled Molecular Generation Using Multimodal Large Language Models
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Exp1: Zero-Shot 97% 29% 0.583
Exp2: Text SFT 92% 71% 0.801
Exp3: Text+Graph 96% ~70% 0.841
Exp4: Graph-Only 80% 8% 0.384
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FEY T ;U 1 7 : Python, PyTorch, Hugging Face Transformers, PEFT (LoRA), RDKit, PyTorch Geometric

AR=ZFEF )L : DrugAssist-7B (LLaMA-2 7B RX—2X , blazerye/DrugAssist-7B)
PR : LoRA r=16, a=32, 3 epochs, batch size 16 (grad_accum=2), LR=2e-4
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