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Table 1 Curve fitting results of Mo K-edge EXAFS data for Mo cluster and MosS, /zeolite

__Mo-S __Mo-Mo Mo-O |
Sample N® R(mm)* = N*  R(nm) N® R (nm)®
[Mo03Sa(H;0)]Cls © 3.0 0230 2.0 0274 30 - 0.218
[Mo3Ss(H20)]Cls 29 0230 20 0274 33 . 0218
MosSs/NaY 3.5 0232 20 0276 3.9 0.217
Mo;S: / KL 3.0 0231 1.7 0.278 2.7 0.216

® Coordination number.
bRadial distance from the absorber to the backscatter atom.
¢ Crystallographic data from ref 3. The radial distance between Mo and S was determmecf by

To .

taking an average of one Mo- (u:;-‘S) (0.2337 nm) and two Mo- (Hz-S) (0.2283 nm). Ll
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Table 2 Curve fitting results of Ni K-edge EXAFS data for MoNi cluster and KL supported
catalysts

Ni-S “Ni-Mo Ni-Cl Ni-O
Sample N* R N* R N* R N* R
e () ~ (om)® (nm)® (nm)®
[Mo3NiSs(H,0)50]* ¢ 30 0220 30 0264 - - 1.0 0.19
[MosNiSy(Hnta)(nta),Cl]*¢ 3.0 0222 2.0 0267 10 0224 - -
Ni-S (Cl) Ni-Mo Ni-O
N* R(mm)" N° R(nm)" _N*_R(nm)®
[Mo;NiS,Cl(H,0)*' 29 0222 30 0267 - -
MosNiS, / KL 25 0217 190 0.269 E -

* Coordination number.

b Radial distance from the absorber to the backscatter atom.

° Crystallographic data from ref.4 |

4 Crystallographic data from ref.4; nta = nitrilotriacetate anion, N(CH,COO)*.

Table 3 Curve fitting results of Mo K-edge EXAFS data for MoNi cluster and Mo;NiS, /KL

. MoS =~ MoMo = MoNi ~ MoO
Sample N*® R N® R N® R N® R

- (nm)° (nm)° (nm)’ (nm)°
[Mo3NiS,(H20)10]* © 30 0234 20 .0276 1.0 0264 30 0.220
[Mo;NiS,(Hnta)(nta),C1]* ¢ 30 0235 20 0278 10 0267 - -
[Mo;NiSCI(H,0)s]* 30 0230 16 028 10 0267 37 0221
_Mo;NiS, /KL ‘ 28 0230 20 .0280 065 0269 12 0210

* Coordination number. _

® Radial distance from the absorber to the backscatter atom. : _

* Crystallographic data from ref.4. The radial distance between Mo and S was determined by
taking an average of one Mo-S (0.2349 nm) and two Mo-S (0.2334 nm).

¢ Crystallographic data from ref.4. nta = nitrijotriacetate anion, N(CH,COO)*. The radial

distance between Mo and S was defermined by taking an average of one Mo-S (0.2349 nm)
and two Mo-S (0.2343 nm). '
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