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8a(n) | 819 | 1267 | 1293 11.76 13.55 1247 | 1250 |
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A 0.92 x the results from bases [T



Bam BT EVZM S YRIRRBISTL . - 389

SO, 4+ F+F S [T Mulliken % G5 K §707:35' 793247347 5 8 iy 35°3p°3d' A1 T
Ak :
2. OSNH, HFHHBTFHEH

RANARES T RS O,SNH, 5 FRHBFF FHEBE. JUENKAENTH I SEHETFM
B H+1.10, Mulliken fJE4HH 0 35" 7239342, # O,SN,H, 4+ F+ S R TFAHZE L
3 d's'pl.

O,SN,RR'4 F#4r 4 R SO, fl RN=NR’. X T#it O,SN,RR’ S+ FHIER, RER
K5 TR SO, M HN-NH 4+ FH R A TRM. 3t O,SN,H, 5 SO, 1l HN-NH 4+ F{£
MRS H(E OB, SO REMEMA LOSO EAFRE, i N-NERKT 0.18A, &Exk
AR TP, Trefonas B3 S-N &K N 1.62A, SXxAXHABEMN 1.68AHIE. X T
N-N &K, AfTREN 1.67A, XEKXTIHRE N-N @K (1.45A) ARMNRALENE
(1.44X), EBP Trefonas L M{ALE LRI N-N ZRINHEEABERIERHN N-N $F
EHBE, X5 O0,SNRRAEEHNBENE. UREMAER T8N SO, 1l RN=NR'HY
HEMHFE.

+ 3 O,SNH, 43 FHhil S il it
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orbital energy orbital energy orbital energy
number Fymmetry levels(a.un.) |number symmetry levels(a.u.) |number symmetry levels(a.u.)
14 8a, -0.9421 18 10a, —0.6488 22 5b, —0.5114
15 9a, —0.7724 19 56, —0.5649 23 6b, —0.4983
16 4b, —0.7195 20 l1q, —0.5321 24 2a, —0.3857
17 4b, —0.6955 21 la, —0.5197 25 6b, 0.1081
£ 4 O,SNH, 5 S0, #1 N,H, /LT 0$MH &
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rso(A) rsn(}) n-n(}) In-u(A) 2 ° (0S0) z ° (HNN)
0,SN,H, 1.515 1.683 1444 1.022 117.2 135.1
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N,H, 1.264 1.064 111.5
A 0.034 0.180 —0.042 -23 236
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Fig.3 Orbital intcraction diagrams
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THEORETICAL STUDY OF HYPERVALENT SULFUR
CONTAINING THREE-MEMBERED INORG ANIC
HETEROCYCLIC COMPOUNDS

Liu Youde
(Department of Chemistry , Yunnan Educational Institute, Kunming 630011 .
Ma Zhongxin Dai Shusan
(Department of Chemisiry, Yunnan University, Kunming 650091
The hypervalent surfur containing compound has been studied with ¢ in:o method

comparison, we optimized thc exponent({,) of sulfur in SO, and got the vaiuc o [} wn.
different from that in SF,(1.25). The gcometry of SO, has becn optimized on the cont: .ot -
of [3s2p1d / 251p] (bases set 1) and [4s3p1d / 3s2p / 2s] (bases set 1] ) resprctively, b 0 -
arc better than the results obtained by using the bases of STO-3G, 3-21G or 3-21¢

pared with the experiment; that indicated the J orbiral invelving 1o imoc~tant 1 -

the multiplication of calculated encrgy levels with Rovm b o0 3w mn
plained the PES of SO,

We adopt O,SN.H, as the model molecule for studying the kindd - e wac e,
molecule 3.5N.RR° Trom the population analysis and the or o noa digram

O,SN.H, with S0O. and HN~NH, we have found that the valence o7 § ir motesule O8N 1D W
6 48, which ncreased some about 2 from that in SO, The d—p a--honding play an imporis

role 1n stabihizing the molecuic.
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