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2.6+/- 0.5 nm
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Typical TEM and HRTEM images of the Pd nanoparticles in
[Emim][BF,] and a size histogram of the Pd-NPs.
Katsyuba et al., Chem. Phys. Chem. 2012, 13, 1781
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Typical TEM and HRTEM images of the Pd nanoparticles in
[Emim][BF,] and a size histogram of the Pd-NPs.
Katsyuba et al., Chem. Phys. Chem. 2012, 13, 1781




Energy of cohesion EC = [E(Pd,) T nE(Pd)}/n
a) B3LYP; b) PBE; c) PBE Gibbs free energy of cohesion

kcal/mol
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Katsyuba et al., Chem. Phys. Chem. 2012, 13, 1781



g. h % i
R=H 152(69) R=H 12.9(64) R=H 23.8(14.6)
R=CH, 15.7(7.7)  R=CH, 16.7(6.9) R=CH, 24.1(15.7)
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m. 21.9 (16.6) n. 17.2 (12.9

Binding energies in kcal ol

BE = E(substrate) + E(Pd,,)
- E(substrate/Pd, adduct)

(in parenthesis - the computed London
dispersion energy contribution, D3(BJ))

PBEO-D3(BJ)/def2-TZVP//TPSS-
D3(BJ)/def2-TzZVP COSMO

Zvereva et al., Phys. Chem. Chem. Phys. 2014, 16, 20672




