EXAFS Analysis
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Bkg subtraction
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Transforming E (eV) into k(A1)
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merge_Femet_av100 in k space
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Time series Spectrum
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merge_gFe203_av200 in k and g space
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* Tarefa 1: Comparar os espectros do Fe203 e ZnFe204.
e Tarefa 2: Comparar o Fe e a Pt.

* Quais sao as semelhancas e diferencas no espaco de k(A-1)?
* Quais sao as semelhancas e diferencas em R(A)?

e Qual é causa dessas semelhancas e diferencas?

e Quantas esferas de coordenacao se observa em cada caso?

* Quais seriam 0s atomos presentes nessas esferas de
coordenacao?

* Quais as distancias atomicas aproximadas? Quais sao os
valores reportados na literatura? Por que eles sao diferentes?

* Como podemos medir exatamente essas distancias e
identificar de forma inequivoca quais sdo atomos
preenchendo as esferas de coordenacao?



The EXAFS Equation

( NSQH E(k) sin(2kR; + (p k)) exp(-20;2k2) exp(-2R;‘}g(k):})
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Or
EXAFS

X(k)= Z A, (k)sin(@, (k))

?

amplitude

Interference pattern
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2 |The EXAFS Equation
Modern EXAFS Equation

® Modern EXAFS theory 1971: Lytlle, Sayers and Stern

EXAFS
Regular wave eq. solution

Z(k) — ;A] (k) Sin(cbj (k)) u=Asin (kT - wt)

T A = amplitude

k= wave vector

amplitude "~
r= position
Interference pattern w= 2ntf= angular freq
. Ref kh;?g,looowlon.lﬁo R t= tlme

X x k
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