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2 3'p NMR spectra: (a) Pd(PPhs),, (b) Pd(PPhs), +

2-bromo-4-phenylpyridine + PhB(OH), + K,CO; (after heating at
323 K for 30 min) (c) Pd(PPh3), + 2-bromo-4-phenylpyridine

3 |C (1) PhB(OH),, (2) PhB(OH), + K,COs, (3) Pd(PPhs),
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3 11B NMR spectra: (1) PhB(OH), (2) PhB(OH), + K,CO; (3)
Pd(PPhj3), + 2-bromo-4-phenylpyridine + PhB(OH), + K,CO; (4)
Pd(PPhj3), + 2-bromo-4-phenylpyridine + PhB(OH), + K,CO; (after
heating at 323 K for 30 minutes)
Pd K-edge XAFS measurement
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4 Fourier transforms of k3-weighted EXAFS spectra: a dropwise

addition of 2-bromo-4-phenylpyridine (0.2 equiv. to Pd) to
Pd(PPh;),/toluene without PhB(OH),
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5 Fourier transforms of k3-weighted EXAFS spectra: a dropwise

addition of 2-bromo-4-phenylpyridine (0.2 equiv. to Pd) to
Pd(PPh;),/toluene with PhB(OH),
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7 Fourier Transformed EXAFS spectra extracted by means of
factor analysis (dotted line: curve fitting results).
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R 1 Structural parameters obtained from curve fitting analysis on
the extracted EXAFS spectra
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Ab-Sc? N° R pw* dE®

(i) Pd-P 3.0 2.31 0.077 1.3

(i) Pd-0(C) 1.6 2.12 0.051 7.8
Pd-P 1.8 2.34 0.062

(iii) Pd-C 0.7 2.00 0.027 0.2
Pd-P 1.5 2.28 0.051
Pd-Br 0.7 2.49 0.057

a: X-ray absorbing and scattering atoms, b: Coordination
number, c: Atomic distance, d: so-called XAFS Debye-Waller

factor, e: Inner potential correction.; Ak = 3 - 14 ,3\'1, AR =

1.3 - 2.2 A((iii) 1.2 - 2.5 A); Curve fitting procedure is

performed by REX2000 with back scattering and phase shift
parameters calculated by FEFF ver. 8.40, within the Nyquist
criteria.
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8 Intermediate of Suzuki-Miyaura coupling between
2-bromo-4-phenylpyridine and PhB(OH), mediated by Pd(PPh;),
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9 k3-weighted EXAFS spectra: a dropwise addition of

2-bromo-4-phenylpyridine (0.2 equiv. to Pd) to Pd(PPh;),/toluene
without PhB(OH),
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10 k3-weighted EXAFS spectra: a dropwise addition of

2-bromo-4-phenylpyridine (0.2 equiv. to Pd) to Pd(PPh;),/toluene
with PhB(OH),
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