Atoms In Molecules
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Introduction to AIM
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Ints in 2D
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GP example: formaldehyde




Hessian of
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Characterization of CPs
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Bond critical point (BCP)




Ring critical point (RCP)




Overview of CPs and GPs




Interatomic surface (1AS)
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Zero-flux surfaces




Solutions to problem of ZFSs
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Definition of an atom
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NNA example: Li,




NNA example: Nag(SIAIO,),




Definition of a bond
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BP bond example: phenanthrene




BP bond example: He@adam
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Laplacian of
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Bond characterization by N2
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More bond properties
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BCP properties: C—C bonds

% % 3 % 3

7. 7@7 7: ?A 2K ?A A?
7( 7 A? 5 5 ?
70 7 AK K5 ? 52
@ * 4 SK B AT A?
7 T@7 7 ?T 2U 2?2U A?
7( 777 _ __AAS 5 2SS 2
7.@7 7 U ?2U 2?5 A?
7.@ 7 S5 5 AS A?
@ 0 7 K 2K K A?
7:@ 57 2K ? 2 ANA



Atomic charge
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What AIM can and cannot do
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Summary and conclusions
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