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1. Introduction
2. Approach

3. 
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    Prior works fail to incorporate 
fundamental domain knowledge 
into graph semantics and thus 
ignore the correlations between 
atoms that have common 
attributes but are not directly 
connected by bonds.
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 triples in the form of (Gas, isStateOf, Cl)
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Morgan Fingerprints



ATAIChongqing University 
of Technology Advanced Technique of 

Artificial  Intelligence
Advanced Technique of 
Artificial  Intelligence

ATAIChongqing University 
of Technology



ATAIChongqing University 
of Technology Advanced Technique of 

Artificial  Intelligence
Advanced Technique of 
Artificial  Intelligence

ATAIChongqing University 
of Technology



ATAIChongqing University 
of Technology Advanced Technique of 

Artificial  Intelligence
Advanced Technique of 
Artificial  Intelligence

ATAIChongqing University 
of Technology



ATAIChongqing University 
of Technology Advanced Technique of 

Artificial  Intelligence
Advanced Technique of 
Artificial  Intelligence

ATAIChongqing University 
of Technology



ATAIChongqing University 
of Technology Advanced Technique of 

Artificial  Intelligence
Advanced Technique of 
Artificial  Intelligence

ATAIChongqing University 
of Technology



ATAIChongqing University 
of Technology Advanced Technique of 

Artificial  Intelligence
Advanced Technique of 
Artificial  Intelligence

ATAIChongqing University 
of Technology



ATAIChongqing University 
of Technology Advanced Technique of 

Artificial  Intelligence
Advanced Technique of 
Artificial  Intelligence

ATAIChongqing University 
of Technology



ATAIChongqing University 
of Technology Advanced Technique of 

Artificial  Intelligence
Advanced Technique of 
Artificial  Intelligence

ATAIChongqing University 
of Technology


