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Supporting Information

Supplemental Table 1. Fit Diégnostic Parameters for the EXAFS models

Sample calcined ét 120 °C o Sample calcined at 300 °C .
Model® I no il 4 I m
AR 4 4.40-14.10 _ | 4.43-14.72
ar(A) 114422 o 114449
£z ' 239 254 230 S2000 303 188
' Chi Variance 676 120 649 429 6.58 5.26
FTImPat 009 0.12 0.11 0.15 029 0.23
FT Re Part 0.04 007 005 006 0.15 014
K Chi Variance 9 8.46 745 | 421 633 4.54
FT Im Part 0.16 0.21 021 0.66 027 031
FT Re Part 006  0.10 0.08. 0.34 0.17 0.17
@ Chi Variance 815 10.12" 8.67 475 6.96 4.64
FT Im Part 042- -~ 048 0.43 0.66 0.46 0.58
FT Re Part 0.15 022 0.17 034 027 0.35
© ~ Chi Variance 9.64 11.92 968 6.12 823 565
FT I Part 1,00 102 - 08l 135 0.85 1.03
FT Re Part 031 0..’41 0.41 055 034 062

“Standard deviations of the data Were used as error estimates for Rh*(CO), in the zeolite
calcined at 300 °C, and a cor_iservative érror estimate of 0.002 was used for the Fourier-
filtered (Ak: 2.36-15.69 Al Ar: 0.325-6.25 A) data file used for Rh*(CO), in the z}eolitél
calcined at 120 °C. | | | ‘

, ®Each model was fitted with 20 free parameters; the maximum number of statistically justified
parameterslS was found to be 22 and 21 for the zeolite supported samples calcined at 300

~and 120 °C, respectively.
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Supplemental Table 2. Crystallographic Data Chafacterizing the Reference Compounds and -
Fourier Transform Ranges Used in the EXAFS Analysis ’

Crystallographic Data ' Fourier Transform
- Reference shell N R Ref. Ak ’ Ar n
compound A) . (A (A
Rh foil Rh-Rh , 12. ‘ .2.-687 59 ' 2.86-19.60 1.60-3.12 = 3
Rh,0; Rh—O 6 2.050 60 _2.67—15.69 ©0.00-2.10 2
[RuCO)a]  Ru=C’ 4 1910 . 61 3711480  095-1.87 1
Ru-O*° 4 3.050 61 3.75-1480  1.90-3.11 = 2
Rh-Al alloy Rh-Al 8 2570 . .55 0.00-20.00 ~ 0.00-8.00 0

A F-weighting was used- when taking the Fourier transform of the data for purposes of
extracting the reference phase and amplitude functions of the absorber'—backScattérer pair.
bUsed as the reference phase shift and backécatter’ing amplitude for the Rh—C shell.

CUsed as the reference phase shift and backscaftering amplitude for the Rh—O* shell.
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Supplemental Figure Captions
Supplemental Figure 1. Infrared spectra in the OH stretching fegion of Rh"(CO), supported

on dealuminated Y zeolite. (A) zeolite calcined at 120 °C; (B) zeolite calcined at 300 °C.

Supplemental Figure 2. Standard deviations in the EXAFS function and the residuals of
the model fits from the data for Rh*(CO), supported on dealuminated Y zeolite calcined at
300 °C. Solid lines, standard deviations; dashed line, residuals of Model I; dotted line -

residuals of Model II; dashed-dotted 1ine-, residuals of Model II1.
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Supplemental Figure 1.
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Supplemental Figure 2.
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