e — suNway i

UNIVERSITY €5

4-7 December 2016, Hanoi, Vietnam

Phosphanegold(l) Thiolates:
Intramolecular Au-:-:O vs Au-:-rit Interactions

12/9/2016

Chien Ing YEO
Research Centre for Crystalline Materials O
Faculty of Science and Technology @)
Sunway University (Kuala Lumpur) YO u &)
Jeffey Cheah v
Gold
Investment?
Phosphanegold(l) thiolates:
O .
= * Au..m Interactions
Drugs? * Au...O Interactions
Auranofin Thiocarbamides
OC(=0O)Me RO
Et,P— = Au—S._ 247 ~0C(=0)Me ]
OC(=0O)Me X \/
Me(O=)CO / NH
* Treatment of rheumatoid arthritis P




Phosphanegold(l) Thiolates

12/9/2016

Me(0=)CO

0C(=0)Me

EtP— Au—S._ P

0C(=0)Me
0C(=0)Me

RO\ i N

\_/

Phosphanegold(l) Thiolates

Apoptotic
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c=sS 1.6679 (19)
C-N 1.337(2)

Phosphanegold(l) Thiolates

Au-P 2.2561 (7)
Au-S 2.3171 (7)
c-s 1.776 (3)
c=N 1.269 (4)
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Au...T PhsPAU[SC(OET)=NPh]: Au...O vs Au...TT
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At rotation angles = 0 and 360° about the C-S bond, the
conformation features an intramolecular Au...t(aryl)
interaction while that at 180° has an Au...O interaction.
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Au...nt wins!
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Binuclear Phosphonegold(l) Thiolates

Binuclear Phosphanegold(l) Thiolates

Au...t and Au...0

Binuclear Phosphanegold(l) Thiolates

Binuclear Phosphanegold(l) Thiolates

Two Au...t interactions >
12.2 kcal mol'l}
23.6 kcal mol*

One Au...t and one Au...0 interactions >

Two Au...0 interactions

Summary

Au...0 interactions predominate in
mononuclear phosphanegold(l)
thiolates, Au..m Interactions are
however more stable!

Au...it Interactions impart higher stability
to binuclear phosphanegold(l) thiolates
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