Electronic Supplementary Material (ESI) for RSC Advances.
This journal is © The Royal Society of Chemistry 2021

Supporting Information

Nitrogen versus carbon in planar pentacoordinate environments

supported by BesH,, rings

Jian-Hong Bian,? Bo Jin,? Xue-Feng Zhao,” Rui Sun,? Caixia Yuan,? Cheng-Yong

Zhou? and Yan-Bo Wu#*2ab

a. Key Laboratory of Materials for Energy Conversion and Storage of Shanxi Province, Institute of

Molecular Science, Shanxi University, Taiyuan, 030006, People’s Republic of China.

b. Department of Chemistry, Changzhi University, Changzhi, Shanxi 046011, People’s Republic of
China.

E-mail: wyb@sxu.edu.cn

Table of contents

Fig. S1

Fig. S2
Fig. S3

Fig. S4
Fig. S5

Optimized structures of the ppC analogue species CBesH,"* (n = 2-5) at the
B3LYP/aug-cc-pVTZ level.

The results of ELF analysis for 2A—-5A.

Optimized structures and the relative energies of 1A-5A and their four lowest
isomers.

The five independent 20 ps BOMD simulations of 2A—5A at 500 K.

The energy profile for the generation of 4C from 4A.

Cartesian coordinates of optimized structures of the species reported in the text.



Fig.S1 Optimized structures of the ppC analogue species CBesH,”* (n = 2-5) at the

B3LYP/aug-cc-pVTZ level.

vo & R B

side view

C,, CBe,H,> C,, CBe H," C, CBe,H, C,,CBeH,’

Fig.S2 The results of ELF analysis for 2A—5A with the bifurcation values examined within NBes

moiety.
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Fig.S3 Optimized structures of 1A—SA and their four lowest isomers. The relative energies
(kcal/mol) were calculated at the CCSD(T)//B3LYP level.
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Fig.S4 The five independent 20 ps BOMD simulations of 2A—5A at 500 K.
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Fig.S5 The energy profile for the generation of 4C from 4A. The relative energies (AE, in
kcal/mol) were calculated at the CCSD(T)//B3LYP level.
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Cartesian coordinates of optimized structures of the species reported in the text.

Cartesian coordinates of structures optimized at the B3LYP/aug-cc-pVTZ level. The total energies (E)

were reported at the CCSD(T)//B3LYP level.
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