The Reactivity of 2,6-lutidine/BR; and Pyridine/BR; Lewis Pairs (R=F, Me, C¢Fs): A Density Functional Study

Dongling Wu, Dianzeng Jia*, lang Liu, Li Zhang
Institute of Applied Chemistry, Xinjiang University, Urumgqi 830046, P. R. China
E-mail: jdz0991 @ gmail.com Tel.: +86-991-8580032. Fax: +86-991-8588883.

Supporting Information: The geometry changes of Py/B(Cg¢Fs); pair with the N-B bond length R
ranged from 4.00 to 4.75 A, atom-condensed Fukui functions calculated by Natural population analysis,
and the optimized structures of the transition state and the two corresponding minima for dihydrogen

activation by 2, 6-lutidine/B(C¢Fs); and 2,6-lutidine/BMej; pairs.

Rn.g=4.50 ﬁ Rnp=4.75 /\4
Figure S1. The geometry changes of Py/B(CgsFs); pair with the N-B bond length R ranged from 4.00 to

4.75 A. Different color tubes correspond to atomic positions: gray, H; black, C; blue, N; pink, B; azure,

F.
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Figure S2. Potential energy curves for Lu/BF; (a) and Py/BF; (b) interactions. Values correspond to Ry.

s=N-B bond length and AE=zero-point uncorrected electronic energy. Also shown is the profiles of local

reactivity descriptors f, and f, , which obtained from natural population analysis. (Lu-2,6-lutidine,

Py-pyridine)
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Figure S3. Potential energy curves for Lu/BMes (a) and Py/BMes (b) interactions. Also shown is the

profiles of local reactivity descriptors f, and fg*, which obtained from natural population analysis.
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Figure S4. Potential energy curve for Lu/B(CgFs); (a) and Py/B(CgFs); (b) with respect to N-B distance.

Also shown is the profiles of local reactivity descriptors f, and f, , which obtained from natural

population analysis.



Figure SS. Optimized structures of the TS and the two corresponding minima for the dihydrogen

activation by 2,6-lutidine/B(C¢Fs)3 (up) and 2,6-lutidine/BMe; (down) pairs, respectively.



