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Introduction

Atom-to-atom maps - AAMs
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Introduction

Atom-to-atom maps - Definition
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Introduction

Equivalence of AAMs – Are these actually the same?
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Introduction

Equivalence of AAMs – “Twisting” the molecules
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Introduction

Equivalence of AAMs – Definition
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Introduction

 Some general goals of our work
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1) Compare and determine equivalent AAMs computationally / in an automatical way

2) Analyze some characteristics of AAMs under “graph alignments”

3) Study “partial” AAMs, i.e., AAMs not covering all the atoms in the molecules
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Mathematical Framework

Formal and Compuattional Representation of Molecules by Simple Labeled Graphs
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Mathematical Framework

Imaginary Transition State (ITS) Graphs 
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Mathematical Framework

Characterization of Equivalence of AAMs by ITS Graphs
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Quick Parenthesis

For the sake of the presentation ...
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Extending the Mathematical Framework

Partial ITS Graphs, Reaction Centers, Good and Bad Partial AAMs
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Some results on Partial ITS Graphs

Consistency of AAMs – A notion of “local equivalence” for partial AAMs
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Some results on Partial ITS Graphs

Consistency of AAMs - Definition
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Some results on Partial ITS Graphs

Consistency of AAMs – The Overlap Graph
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Some results on Partial ITS Graphs

The Overlap Graph is a well-defined Partial ITS Graph
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Some results on Partial ITS Graphs

Extended Reaction Centers at radius r >= 0    –    An idea
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Some results on Partial ITS Graphs

Extended Reaction Centers – A counterexample to the idea
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Some results on Partial ITS Graphs

Extended Reaction Centers – But at least now we know that ...
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Future Work

Extending Good AAMs – Balanced Reactions
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Future Work

Extending Good AAMs – Unbalanced Reactions
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Thank you for your attention

Thanks
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Extra Slide

Notation
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