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3. CAS SMILES

InChI 

1. 

2. 

4. 



© 2025 American Chemical Society. All rights reserved.7



© 2025 American Chemical Society. All rights reserved.8

SMILES

Canonical SMILES Isomeric SMILES

Isomeric SMILES
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– Absolute Stereo Match

– Absolute Stereo Mirror Image

– Stereo that Doesn’t Match Query

– No Stereo in Answer Structure
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氢同位素

鼠标右键点击某原子，在弹出窗口中进行设置：

– Any：获取所有的同位素标记物和非同位素标记物

– Abnormal：获取所有的同位素标记物; 

– Specific：精准检索特定同位素质量数的标记物
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2. Reaction Notes 
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3. Search Within Results 

Reagent

Any Role: reactant reagent product
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