
KRAS G12D是一個重要但仍待探索的癌症靶點。我們的研究
通過跟踪挖掘KRAS抑製劑領域領先機構的專利，確定KRAS
G12D抑製劑的核心專利，並進行分子翻譯、結構提取，建
立分子全景及骨架演化路徑。基於分子描述符、機器學習和
QSAR模型，利用ChemGenerator生成 313,867種可能具有
KRAS G12D抑制活性的新型虛擬化合物，該研究可為先導化
合物的篩选和結構優化提供新的起點，也可為後續抗癌活性
實驗研究提供參考。

KRAS G12D is an important but still unexplored cancer target.
Our study identifies the core patents of KRAS G12D inhibitors by
tracking the patents of leading organizations in the KRAS
inhibitor field, performs molecular translation and structure
extraction, and establishes molecular landscape and scaffold
evolution pathways. Based on molecular descriptors, machine
learning and QSAR models, ChemGenerator was used to
generate 313,867 novel virtual compounds with possible KRAS
G12D inhibitory activity. This study can provide a new starting
point for the screening and structural optimization of lead
compounds, as well as a reference for subsequent experimental
studies on anticancer activity.
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