Electronic Supplementary Material (ESI) for RSC Advances.
This journal is © The Royal Society of Chemistry 2016

Supporting Information

Application of group V polyoxometalate as efficient base catalyst:
a case study of decaniobate cluster

Shun Hayashit, Seiji Yamazoe*#, Kiichirou Koyasut#,
and Tatsuya Tsukuda®#

tDepartment of Chemistry, School of Science, The University of Tokyo, 7-3-1 Hongo,
Bunkyo-Ku, Tokyo 113-0033, Japan

tElements Strategy Initiative for Catalysts and Batteries (ESICB), Kyoto University, Katsura,
Kyoto 615-8520, Japan

Table S1. Cartesian coordinates of the calculated [Nb;oO,s]®” structure.

Green and red spheres represent Nb and O, respectively.

Atom X (A) Y (A) Z(A)
Nb 0.002517 0.001696 —1.723302
Nb —0.002419 -0.001701 1.723192
Nb 1.702047  —2.478433 0.000966
Nb —3.38787 0.001388 —1.745362
Nb 3.387111  —0.000023 —1.745166
Nb —3.386708  —0.001839 1.745193
Nb —1.702172 2.478326 0.001572
Nb 1.702036 2.477601 0.000646
Nb —1.702202  —2.47749 —0.003307
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Figure S1. ESI-MS of (TMA)¢[Nb0O25]-6H,O after the reaction (entry 2-1 of Table 1).
Peaks for (TMA)H,[Nb;¢Os] are noted as (x, y) .
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Figure S2. Time course of Knoevenagel condensation reactions at 343 K. Fitted curves
were obtained by assuming that the coulpling of nitriles with aldehyde was the

rate-determining step and that the reactions followed irreversible second-order kinetics.
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