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12 5208. Mudpakpacubie cneKTpsl H CTPYKTypa MeTaui-:
cyabdutibix coepunennii. Newman G, Powell D. B,'
The infra-red spectra aiid™ struicliires "o “metal-sulphite

'compounds. «Spectrochim. acta», 1963, 19, Ne 1, 213—224_

|

(anr.1.) ! ,
Hccaezosanst . UK-cnexrpet 3 o6aacti 4000—400 cu~' .

pfila MeTaI-CyAb(HTHBIX KOMIUICKCOB 3 THMOB: ‘1) BOfi-!
nble cyabdutel MpM’(SO3)2 1 MM”S0s, rie M=NH,
imes. yeraai, M/’=Zn, Cd, Fe, Mn, Co,.Ni, Mg 1 M”=Cu;.

sit — [PdSO3(H;0)s];  [PdSO3(H20)2(NHi)],

(H20) (NHs)s] , [PdSO3(NHs)s], yuc-Nas[Pd(SOs) (NHa)2l
T[)aHC-Kz [pd(803)2(NH3)]2. Nas[pd(SO;;)q] '2H20, Ke[pt-
(503)4] & QHQO, [CO (NH;;) 5803] Cl, Co [CO (NH3)3(503)3] GAER e
[NH;] Co(NH3)2En(SO3)2+2H,0 11 K3[Rh(NHj3)3(SOs)s -

-3,5- H;0; 3) xoMmIeKCH ¢ OUACHTATHBIMIL CYAb(HTHBIMI

2




mirangayi: ' Ko [Pd(S05)3], Ko[Pt(SOs)s] - 2H:0, Nay[Co-|
(SO3)3] -4H:20 1 K3[Rh(SO0s)4] - 2H20. [nst Beex coemmne-
it NPEJJOKENO OTHECEHHE YACTOT OCHOBHBIX KOJeGamuit|
rpynnet SO3~ 1t paccMOTPeH XapakTep CBSI3H I10C/ETHHX |
¢ »etaanami. MK-cnektpsl cyabdutos Tima 1 aHaJgorHuHbl!
CNEKTpy Cyab(pHuTa HATPHs, YTO MOATBEPI/IACT JIX CTpPOeHHe!
Kak JaBoiiHbIx coneil. HK-cnektput cyabduros Tnna 2 umerot!
amioro obutero co cnekrpod (NHy)2[Hg(S0s):], B x-po]
rpynnet SO42~ cBsizansl ¢ Hg uepes atom cepel. Ha stoM!
OCHOBAHHH OfeJ1aH BBIBOX, 4TO JJs1 BCEX CY/Ib(HTOB THNA 2|
Xapakrepna ©Bs3b rpynnbl SO3%~ ¢ MCTa/JaaMH yepes aToM
cephl.. ___B. JKnanos
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Frequency shifts and conditions of the sum of state of S and /96’
O isotope molecules and their dependence on the molecular
force constants. Guenter Vojta and Dietrich Koch (Deut.
Akad. Wiss., Leipzig, Ger.). Z. ystk. Chem. (Leipzig)
225(5/6%, 295—?;?4(1964). ;I‘heorest‘ical. Frﬁquenay- shifts
caused by the substitution of 20, S, and ¥S and partition:
T force

L&‘ . \function ratios_of isotopic mols. were caled. by means o
onsts. evaluated previously T For the computa-

»

jon of ‘partition function ratios, well known formulas were used,
:xactly and in lst approxn. For the frequency shifts of SO~
and SO;~-, simple formulas were developed. The uncertainty
of force consts. as described in the former papers leads to an
uncertainty of frequency shifts and partition function ratios.,
The error intervals of force consts. yield small intervals for the
quantities in question. The intervals for the partition function;
ratios of SOs—— and SO;~~ are expressed as uncertainty of temp.,
Shifts and partition function ratios are represented graphically;
in dependence on sets of force consts. “The values of SO~
which belong to the Urey-Bradley force consts. are given.

Friedrich Epstein
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2 1105. Monekyasipuble OpOHTH CyJbpHT-HOHA..
Honos C. II, Mopaii-Komwuu M. A. <K. neopram._—
xuui», 1965, 10, Ne 9,71961—1965 - -

IMomyyen BHUX caMOCOr/JacoBaHHEIX MOJIEKY:SIDHBIX OpPGHT
cynbduT-iona n ux sueprin. Haitxen noTenunasn nosusayui
(6,71 38). O6Gcy:xpaerca npupoja CBfI3H KHCJAOPOA — cepa
Ha ocnoBe anaJH3a 3acenennocteii no Manankeny. Ha
aToMe cephl HaiijieH MO0JOXKHTeNbHblT 3hdexTuBHbIl 3apag ™
(9s=+0,59). Ouencna o6ulast  SHEPrHs  NPHTAMKEHHS.
—14,91 38. O6¢yxnalorcst 31eKTpoHHbIE cnekTphl. Hajtneno,
uTO_NepBHIiT nepexon A—-m*-tina. ‘
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%—3'41'50m Reinvestigation of the structure of nickel(II) sulfite—
exahydrate. Baggio, S.; Becka, L. N. (Univ. Cent. Vene-
zuela, Caracas, Venez.). Acla Cryslaﬂogr., Sect. B 1969, 25(6),1,——
1150-5 (Eng). A refinement of the crystal structure of rhombo-!
hedral NiS0;.6H;0, R3, a = 5.898 A., « = 954°; Z = 1, d.{__
92.04 (hexagonal, @ = 8.794, ¢ = 9.002 A.), has been carried out
by full-matrix least-sqs. methods with anisotropic temp. factors,|
by use of 383 independent reflections of measurable intensity ob-l
tained from microdensitometer measurements of integrated pre-;
cession and Weissenberg patterns. The discrepancy index R is}
10.058 for all data. The pyramidal (S0,)*~ ion has S-O 1.536 A.|
and 0-S-O 103.6°, in good agreement with values found for{—

other sulfites. The [Ni(H,0))2+ distorted octahedron has three\
equiv. Ni-O bonds of 2. . and three of 2.076 A. __RCZS
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" "3 B164. " llorJoieHue  cBeTa NHPaMHAANbHBIMU ‘HOHaAMIR!
.XO; B pacrsopenrom cocrosiuui. Tandomn S, P, Tan-|
‘don.Kamla (Mrs). Light absorption in pyramidal
XO, ions in state of solution. «Indian J. Pure and Appl..

. Phys.», 1970, 8, Ne 4, 199—200 (anr.a.)

. BojH. p-poB Xaopar, Opomar, HOAAT U cynbOUT HOHOB.
'PaccMoTpeHa  SJeKTPOHHAs = CTPYKTYpa MHPAMINAIBHLIX

(C3p) MOHOB H MPOM3BEJEHO OTHECEHHE CNEKTPa. Hnrencun-
.Hasi moJoca okojo 200 #st OTHeceHa K nepexoay... (4a,)?—
. —(4a;)!(5a;)!, T. €. K paspeleHHoMy MNEpEexory 1A—14,

3‘[' Cu.e ’/"‘(‘P VlaMepenbl 3MeKTPOHHEIE CMEKTPH B 06/1acTH 186—360 H.w

/B MOJIEKYJ/IaX C CHMMeTpHeit Cso. Y. B. KymMnaneHKo:
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z 18 533.  Heamnupuueckue pacuersl  cyJab(uT-HOHA'

: .SOs2~ n NpOTOHHPOBAHHOTO CyabuT-HoHa HSO;—, HJIH

2 OH=. Ab initio calculations on the sulfite 1o1, SOs2-,

and hydrogen sulfite jon, HSO;~ or SO,0H-. Strém-:

berg Ann, Gropen 0Odd, Wahlgren UIf, Lin-

dqvist Oliver. «Inorg. Chem.», 1983, 22, *Ne 7,
1129—1133 (anra.)

Meronamn CCIT w MK CCIT ¢ ncnoab3osasitem IBYX-

L&

210/ 9KCMIOHCHTHOrO Ha6opa GasHCHBIX (-WHil, JIOMNOJHCHHOIO
/2% : nossipu3au. n AUQGOY3HLIMIH OPGHTANSIMH HA aTOMe Cepbl,
9 7 7 PACCUHTAHLI paBHOBCCHbLIC T€OMETPHY. NMapaMeTphl i 3Hep-
Mﬂa’/ i riui anionos SO~ u HSO;~ (B ABYX CTPYKTYpHBIX Mo-

Js onucanus auccounauun HSO;~. C ueasio mepeiaTs

2, 5 An¢uxauuax). BonbIIHHCTBO BBHIUHCASHHIT  BBIIONCHO B
D/MW/} npu6ankenun CCII, a merox MK CCII ¢ JBYXKOH(pHTY-

. Pal.BOJIHOBOI (PyHKUHEl MpHMEHeH TOJbKO A71d KOHTPO-
W

# 3QQeKT OKPyKAIOWEro MoAs B KPHCTANJe BBHINOJHEHH
TaK¥ke pacyeTbl € J006aBJeHHEeM TOUeUHLIX 3JIeKTPHY, 3a-'

X /983, 19, v /8



psanos. Haitgeno, uto Mexbsaepuoe paccroamie S—O B
HSO;— wmenblue, yeM B SO32—; npeatoxeHo Kauecrs. 00b-
scienHe 3ToMmy axrty. B oTaHUHE OT npe:kHHX pe3yib-
TAaTOB KBAaHTOBOMEX. pacucToB  noJayyeHo, uto  ¢dopma
SO.OH- uwmeer GoJee nu3Kylo snepriio, uem HSO;~, xots
pasHocTh 3Hepruii 0GOHX CTPYKTyp HeBeamxa. Bausanne
«KPHCTAJLLIHY.» TOJISt CBOAHMTCSl K HEGOJBIINM H3MCHeHHsM:
reomerpiu. mapaverpos (0,02—0,03 A u 2°) u Go.ee no-
JITPHOMY Ppacnpejesnentio 3apsjon. A. B. Hemyxuu
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/!'.%-. 132317g Ab initio calculations on the sulfite ion, SO,
and hydruyen aulfite ion, HSOs- or SO:0H-, Stroemberg, Ann;
Gropen, Odd; Wuhlgren, Ulf; Lindqvist, Oliver (Inst. Math. Phys.
Sci., Univ. Tromsoe, 9001 Tromsoe, Norway). Inorg. Chem. 1983

W(y ; 22(7), 1129-33 (Eng). Ab initio calcns. were made on the SOy,
//Z/” HSQOy,-and SO.OH- ions. Geometry optimizations were performed
on all the jons, and the surroundings of the ions, SOs- and HSOs-, in |

a/ m the solid state were accounted for by incorporating the crystal field

p in the calens. The mechanism behind the shortening of the S-0

bond in HSOj- au: compared with SOs2- was confirmed to be a

6/7 D ; . transformation of an antibonding into a nonbonding orbital upoa
WW protonation. The ijomers HSOs and SQ:OH- are of comparable:

; ’ energy. The very lung 8-OH bond (1.716 A) indicates the system to

/L@jWL - bcdngfmblcd from comparatively weakly interacting species of SO,
an : :

W) HI0s5 @ sp04
C A /9(0% 88 wrs. "
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:134: 34644p° Photoelectron Spectroscopy of SO;~ at 355 and 266
m. Dobrin, §.; Boo, B. H.;-Alconcel, L. S.; Continetti, R. E." (Depart-
J ;::nt of Chemistry and Biochemistry, University of California San Diego,
La Jolla, CA 92093—-0314 USA). J. Phys. Chem. A 2000, 104(46), 10695—
10700 (Eng), American Chemical Society. Photoelectron spectra of SO5~
were recorded at 266 and 355 nm to study photodetachment of the SO;~
anion (2A;) to the ground state of neutral SO; (1A";). A long vibrational
progression in the 355 nm spectrum is attributed to excitation of the
umbrella mode, v, consistent with predictions that Cg, symmetry SO;~
yields D3, symmetry SO; upon photodetachment. At 266 nm, photodis-
socn. of SOz~ to SO, + O~ was also obsd. - The geometry and normal—
mode frequencies of SO;~ and SO; as well as the adiabatic electron
affinity (AEA) and vertical detachment energy (VDE) of SO3 also were
calcd. with ab initio (MP2 and CCSD(T)) and DFT methods. Using theor.
predictions and exptl. data, Franck—Condon simulations of the photo-
electron spectra are in good agreement with expt. The caled. AEA agreed
well with expt., but the VDE is less accurate, presumably because of the
large geometry change between anion’and neutral.

C. 1 ROCr 139 M5



