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Gold Nanoparticle UV /vis Abs. Spectra
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The Triangulenium Family

TOTA TATA ADOTA DAOTA

Amax = 450 nm  Ajpax = 525 nm Ajax = 550 nm A\jpax = 575 nm

Laursen et al. Eur. Chem. J. 2001 7, 1773.
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The Triangulenium Family

in addition to

X,Y,Z=0,NR', ...

fine tuning of \,ax
with

RP = electron donor group

Gueret et al. ACS Catal. 2018 8, 3792.
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UV /vis Spectrum of the TATA Dye
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UV /vis Spectrum of the TATA Dye
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UV /vis Spectrum of the TATA Dye
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UV /vis Spectrum of the TATA Dye
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TOTA - Au, Interaction

T-shape in plane
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TOTA - Au, Interaction @TD-PBE level

wer = II:)donor - EAacceptor

1

R

|
1 1.5 2

fractional distance (R/ReGqS

09

/ 19



Introduction Triangulenium Dyes Dye@Au Take Home Message

TOTA - Au, Interaction @TD-PBE level

—— S
4l —_ 5
v WeT = II:)donor - EAacceptor
_ 1
< _
2o i
5}
b5
o | IR wet < €s;
- T . PBE failure

fractional distance (R/ReGqS)

09 /



Introduction Triangulenium Dyes Dye@Au Take Home Message

Asymptote of the Exchange Potential
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abs. dev. (@100 A) (kcal mol—1)

Long-Range Energy Properties
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Long-Range Energy Properties
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The RSX Models: Tentative of Rationalization

The RSX-H and RSX-DH Models
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The RSX Models: Tentative of Rationalization
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The RSX Models: Tentative of Rationalization
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Rare Gas Cationic Dimers
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Delocalization Error in He Clusters
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Delocalization Error in He Clusters
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GW100: lonization Potentials
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GW100: lonization Potentials
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GW100: Optimal Tuning
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GW100: Optimal Tuning
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GW100: Optimal Tuning
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TOTA — Au, Interaction @TD-RSX-PBE level
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