AL R E AR 2006, 27(4) 708-710 DOI: ISSN: 0251-0790 CN: 22-1131/06

AWIES | FWIHS | R | smgkeR CTERAT  [RH]
13 i R T i
Se-CO-H,Of & L i H, Se ) [ N AL B HT 5%
AR, BRSO A, B, o [ g

A
Supporting info

R B2 B A E RIS, o T RN B)) ) S K SRR =, KIE 116023 PDF(259KB)

T 22 [HTMLA ]
(${article.html WenJianDaXiao}

B . ) KB)

KV ILLZ IR T F)B3LYP/6-31G " JIAIETE [ E = QAP {E T, NSe-CO-H, OfR Rl #H, Se [l HEAMHLEL. 55 v 5wk oDy

YN R (CPOMY B, AR R F 77 v 5 R 2 P R AL T . S ], /e DU sdengirh, J R ot i

ST = A4 (5 245.4, 8.471119.9 KI/mol)i A, =4 [(HOOCSe™) -(Base-H*)] MEGEEL 1 °

B, AT CURIHSe 47 SR IA7, 0 B, &R BIS TR 45 51, XA AT LYE by ik s 5. 455 it
HEARSCHERZ S AR

K. WikE: SOk CPCM:  WAIEN:  DYAUNIE IV AIRLES
NGRS

Formation Mechanism of Selane from the Reaction System of Selenium,Carbon SIHASC

Monooxide and Water Email Alert

L1 Jing, QU Yong-Quan, HAN Ke-Li, LU Shi-Wei, HE Guo-Zhong S R A

S UA S i f2e
Dalian Institute of Chemical Physics, Chinese Academy of Sciences, Dalian 116023, China HIB S 5 A
stract: }WJC%; =2, CPCM;: &5
VRIS IDN

AR RS
triethylamine was studied by density functional theory calculations at the B3LYP/6-31G** level. The o
solvent effect is assessed by the CPCM method at the same level. The calculations suggest that the FIMEDS
reaction proceeds through three transition states with energies barriers of 45.4, 8.4 and 19.9 kJ/mol in kX ff

A detailed mechanism for the formation of selane(H,Se) from Se-CO-H,O system in the presence of

solvent tetrahydrofuran, respectively. The intermediate compound [(HOOCSe™)-(Base-H™)] , whose (=R

stability is close to that of the product, may coexist with amine salt of hydrogen selenide( [HSe ] - PubMed

[Base-H"] ) and works as a reductant according to the results of theoretical calculations.
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