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Introduction Computational Approach

* Atom Transfer Radical Polymerisation (ATRP) Is the most widely » Structure reactivity analysis used to establish the effectiveness of

used form of Controlled Radical Polymerisation (CRP) techniques catalyst candidates in terms of electron transfer and halophilicity?,

* Reversible-deactivation of active radical chains as alkyl halides Using benchedmarked methodology wB97XD/Def2TZVP and

allows for control over dispersity wB97XD/6-31G(d) with SSD for Cu.
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* In order to expand the utility of atom transfer techniques, new

AGg,

catalyst systems are required to expand it's substrate scope
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Future Work

* Use the current design prompts to improve AG; and AGg,

Summary

* Both electron transfer and halophilicity plays an instrumental

role to the overall K 1rp

* Design and synthesise a new class of ATRP catalysts

* The incorporation of phosphorus requires delicate balancing
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