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Spectral Property Prediction ®

TD-DFT |

Green Light
Absorption —>
~ 500 nm

(£=0.71)

UV Light
Absorption —>
~ 300 nm
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Structure-Property Relationships

Electrochemical Stats

If these atoms more
Less A Cl electron-withdrawing
Br

I the OPC ‘Il have
weaker excited energy

©

If this part more
electron-withdrawing

H "
More | less efficient J_| than the rest, X|— H
BF Photophysical Stats J the OPC ‘ll be Y!|= Cl/ Br
If these atoms heavier moxe phi-sensitive
More ‘ o EB: X=I, Y=H
Br or | th_e OPC ‘Il exihibit EY: X=BrY=H
higher &1 .
(heavy atom effect) re: x=1, y=ci Overall BEST Design:

M‘M/—\P r, PB: X=Br,Y=Cl
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