SRR R 2FR 2008, 29(11) 2281-2288 DOI: ISSN: 0251-0790 CN: 22-1131/06

ol

AHS | FWHS | TR | SRR HTEVAT]  [RH]
RS 7
SeH,_/SeH, ~(n=1~5)I 45 k. AL J 728 G RET 5T A B
B, ALE%E, AEE Supporting info

- T PDF(582KB)
e T H 2= B, dbat 100081 [HTMLZ ] (OKB)
LS %% CHR[PDF]

Z: 2R

e FH 7RI [ [ 2 B 2 o B8 (DFT) /57 B3LYP, BLYP, BHLYP, BP86, B3P86, BPW91, B3PWI1, K4 i1 (1) R4 5 R it
MR IMIR R BIEAL(DZP++), XfSeH /SeH "(n=1~5)IN5 T4, WFRARME BT THI. o goamammm e
Hi 3], SeH/SeH™, SeH,/SeH, ", SeH,/SeH,", SeH,/SeH, HiSeH_/SeH " MHELH 3 M NC o /Coc s A ‘m%;n
(*AIC (PA), C(CAIC V(lAL), c,, (A )/C V(ZAJE?, C,,CAD/IC, (*A), Jith, B3P86HIB3PWILLE NAFRHTTER
Oy T2 My et s Ao AR, BLYPr INHIE R e T BRI N R S (i IMAE T

15 ; BHLYPREAR I (¥ P 5 — B A e FIHAL
Email Alert
KB . MENEY o TER TSR ERE HERRER NIRRT A SO AR
WS B
Structures, Thermochemistry and Electron Affinities of the Selenium Hydrides
SeH, /SeH _ ~(n=1—5) P A S

b o> T4k

b TSR A AR

School of Science, Beijing Institute of Technology, Beijing 100081, China bR S

b SR AR ISR A 21

ASCAR B AR ILTE

Seven different density functional theory(DFT) methods were employed to predict the molecular b ARSCHE
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structures, electron affinities, and first dissociation energies of the SeH_/SeH_"~(n=1—5) molecules. The } HEZE
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method determines the vibrational frequencies in best agreement with experimental data, meanwhile, Article by
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