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METHODS

1. Materials

Crystal 1 was prepared as described in the literature. [1] 

2. Solid-state CV measurements

Solid-state CV measurements were performed using a single crystal of 1, using 0.1 M solutions of 

each electrolyte in MeCN solution (10 cm3), with a ϕ~ 3 mm Pt electrode for a working electrode, a 

Pt wire for a counter electrode, and an Ag/Ag+ electrode for a reference electrode. Single crystals of 

about 0.5 mm were fixed on a membrane filter with ϕ~ 3 μm pores. Ar atmosphere was maintained 

throughout the measurements. The peak area of solid-state CV measurements is calculated with using 

BAS (ALS/CHI6121B) equipment.
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Table S1.  Optimized structure, the surface of PCM solvation cavity in acetonitrile condition, and 

the average distance (angstrom) between H atom of olefin in normal alkyl amine or of benzene in 

tetraphenyl phosphine and center atom (P or N) in gas phase and acetonitrile.[2]

 

We performed the geometry optimization for those molecules in gas phase and PCM condition 

(solvent: Acetonitrile) using B3LYP/6-311+G(d) basis set included in Gaussian 16 software 

package1). The temperature was set at 298.15 K every calculation. The illustrations were depicted by 

Gauss View 6.1.1.

[2] Gaussian 16, Revision C.01, M. J. Frisch, G. W. Trucks, H. B. Schlegel, G. E. Scuseria, M. A. Robb, 

J. R. Cheeseman, G. Scalmani, V. Barone, G. A. Petersson, H. Nakatsuji, X. Li, M. Caricato, A. V. 

Marenich, J. Bloino, B. G. Janesko, R. Gomperts, B. Mennucci, H. P. Hratchian, J. V. Ortiz, A. F. Izmaylov, 

J. L. Sonnenberg, D. Williams-Young, F. Ding, F. Lipparini, F. Egidi, J. Goings, B. Peng, A. Petrone, T. 

Henderson, D. Ranasinghe, V. G. Zakrzewski, J. Gao, N. Rega, G. Zheng, W. Liang, M. Hada, M. Ehara, 

K. Toyota, R. Fukuda, J. Hasegawa, M. Ishida, T. Nakajima, Y. Honda, O. Kitao, H. Nakai,  T. Vreven, 

K. Throssell, J. A. Montgomery, Jr., J. E. Peralta, F. Ogliaro, M. J. Bearpark, J. J. Heyd, E. N. Brothers, K. 

N. Kudin, V. N. Staroverov, T. A. Keith, R. Kobayashi, J. Normand, K. Raghavachari, A. P. Rendell, J. C. 

Burant, S. S. Iyengar, J. Tomasi, M. Cossi, J. M. Millam, M. Klene, C. Adamo, R. Cammi, J. W. Ochterski, 

R. L. Martin, K. Morokuma, O. Farkas, J. B. Foresman, and D. J. Fox, Gaussian, Inc., Wallingford CT, 

2019.






































