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6 5202. HndpaxpacHbie CNeKTPH MOrJIOLEHHS x:iopanﬂ 1968

KaJHs, NMOABEPTHYTOr0 MEHCTBHIO DEHTTEHOBCKOrO H3ny4e
wug, Jumeau Daniel. Fayet Jean-Claude.
| Spectre d’absorption infrarouge™duclilorate~dé potassiumy
irradié aux rayons X. «C. r. Acad. sci.», 1968, 266, Ne 26,
B1614—B1617 ‘(dbpanit.) : S
W3yueHsl 1oJspH30BaHHBIE UK-cnexkTpsl B o6aacth 780—
120 cs~! nponykros paanoiusa KClOs. ITokasano, uto B
peayabtaTe OOJYuYEHHs ~MOHOKPHCTaaa1a KCIO; B ero

K-pble OOBSICHIOTCA MOSBJEHHEM HOUOB ClO;~ n ClO4—.

pe3yJbTATH BJHSHHS H30TONHOrO ~obMena (KCI0;3)  na
WK-cnektp, aBTOpHl TIOKa3amH, 4TO HMeIOTCA XBa - THNa
yonos ClOz—, OTJHUAIOUIMXCS O CHMMCTPHH: C CHMMeTpHelt
C, (809 u 848 cu~*) u cuMMeTpHeil Coo (803 1 844 cu~!)

Ha6monaemble uactotst 1107, 1116 u 1140 cu~! oTHeceH.T,
K_KoJeGanHAM HOHA ClO«Z.., M. B. KymnaneHko

—

UK-criekTpe. Mabai0AaloTCs - CYUIECTBCHHBIE — HIMEHEHHS,.—

ConocraBass JaHHble TOJSPH3AUHOHHBIX HK-cnektpos w——
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1970

35584w) Vibrational propérties of perchlorate perbromate,

an fodate ions. Baran, Enrique J.; Aymonino, Pedro J.;
Mueller, Achim (Anorg. em. Inst., Univ. Goettingen, Goet-

T tingen, Ocr.). An. Asoc. Quim. Argent. 1970, 58(2), 71-7

cut. (Span). Force cousts. and bond orders (according to Siebert), |

— as well as vibrational amplitudes and Coriolis coupling consts.,
were caled. for_ClO,~, BrO;~, and I0,~ by the.valence force
field, L matrix, and potential-energy distribution methods, with
fairly good agreement. T. Hirschfeld
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\5B276. Kone6ateabunie  moctosiunpie HOHOB ClO;—|
BFO,— u JO,~. Baran E.J, Aymonino P. J., Miil-

—Ver A, Propiedades vibracicnales — d¢ Jos iones  ClOs~,

1O~y JO4~. «An Asoc. guim. argent.», , 1970, 58, Ne 2,

.- W3 nuT. NaHHBIX MO yacToTaM KoJe6auuit B npuGaHiKe-

71—77 (ucn., pes. HeM.)

_cuaosble. nocrosinble HoHoB ClO4—, BrO:— # JO4~, a Tak-

‘cTOsIHNbE KOPHOMHCOBA B3ammoeiicTeust. M. P. Asnes

min Lyp=0 (L —MaTpuna ¢opM KoJcGaHHi) —BHUHCHEHDBI|

)e CpelHe-KBafpaTHUlible aMIIHTYbl xosnebaHuit M mo-[

9] 4_‘__ffj_'f_'_'fj~f_;'_éf.;—
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6 1153.  Pacuersi metogom CCI MO JIKAO ~ w3o-
‘f anektponnoro psapa ClO4~, SO2- u POS-, Johansen[

o — ve

. Helge. SCF LCAO MO calculations for .the iso — elect- |
ronic series ClO4—, SO42~, and PO4~. «Theor. chim. ac-
ta», 1974, 32, Ne 3, 273—278 (aura.)

Hesmnupuuecknm Merogom CCIT MO JIKAO muceaeno-
. BaHO 3JCKTPOHHOE CTPOCHHE H303JEKTPOHHBIX  AHHOHOB |
WP‘ ClO,—, SO2- u POg-. HMcnoab3oBan 0a3nc rayccoBbiX |
¢-unit 1056 p, crpynnupopamnniit B 553p AAA aTOMOB
W s+ O u 12s10p2d, crpynnupoBannbii B 6s6p2d, naa |
ocTaJbHBIX aToMOB. /st BceX CHCTEM TMNpPHHSITA TeTpasi-
pHY. TCOMETPHS C JUIHHAMH CBsi3eil, ONYYCHHBIMH yCpejHe-
HHeM TO MMeIoWMMCsT 3KcrepuM. HAanubiM. Iloayuennbie |
peayJbTaThl N0 OlEHKAaM aBTOpa, GJH3KH K MPEACAbHLIM
xapTpu-poxoBckum. [IpuBe/ieHbl MOJHBIE H op6uTanbHble |
‘SHepTHH M TNPOBCACH aHAJH3 3acesennocreii. Ilogyepknyra
9? BaJKHOCTb BKJIOUcHHst B Gasnc noasipusai. ¢-umit d-tuna. |
&A / y FlonyueHuble pe3yabTaThl COMOCTABJIEHBl C AAHHLIMH HE3M- ;'
6‘ AHPHY. PACYETOB JPYTHX aBTOPOB H JAHHLIMH pacueToB i
” METOIOM DACCETHHKWY ROTH § B JLb. HCQC}ICB
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QS 0({ 1374358 SCF_LCAO MO calculations for the isoelectronic’
series hlorate, sulfate, hosphate ion. Jokansen, Helge
3 - (Dep. Chem. Phy:. Tech. Univ. Denmark, Lyngby, Den.). i
0 Theor. Chim. Acta 1974, 32(3), 273-8 (Eng). Ab initio calens. |
q were performed for the ground states of ClOs, SO, and PO~ 4

using basis sets consisting of contracted G-mnln-lype orbitals i
having 12s-, 10p-, and 2d-type primitive functions on the |
central atoms and 10s- and 6p-type functions on the O atoms. !
The results are nearly at the | lnm—l-‘nck limit. . . e
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8 B34. Heamiuphyeckue pacderst MmO JIKAO CCH cu-__ ... .
- 4em ClO4~, HCl u CIF-Johansen H. SCF LCAO MO
ation

calcul s Off CiO3—, HCT and CIF. «Chem. Phys, Lett.»,
= | 1971, 11, \e 4, 466—471 (anr..) N

ITposeaen pacyuer MO ClO4—, HCl u CIF noanniM MeTo-|
-lom Pyrana c Gasucom u3 crpynnupoBanumx I'd: aaa Cl

¥ 10s6pld crpynnupoBansnix B7I'® pas s (4,2,1,1,1,1,1) n——u—r
m{( 4 T® nna p (2,2,1,1) c skcronenroit ans d-dyukuun 0,68 5
¢ (nnst HCl u CIF 3Ta skcnonenTa BapbHpoBanach); masg O Mf———----—-
, F 7s3p, crpynnupoBanubix B 4 T'® ansa s (4,1,1,1) u 2 TO
___&___ mast p (2,1); ana H 4 TP, cxxateix B2 TP ¢ noGaBienneM pm———-—
. i 1 T® ansa p-AO c 3kcnonentoit 0,80. ITpuBenensr op6OHTaMNb- 3
3 | @pre sueprun MO u cocras sanonnennsix MO ClO4~, masp—————
e | ‘BCEX MOJIEKYJ — NOJHble 3HEpruH 4 3acejensocth AO 8
| e !’ g B LA L e
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T e papyantax Ges yuera n ¢ yueroM 3d-AO Cl Jlas sacenem-, i —Teme
) nocteit 3d-AO Cl nafimenst snauenusi: ClO,— 0,881; HCl;l
————=-—0,025 u CIF 0,058. ITopsimox MO ClO4~ se 3aBHCHT OT YH€-y | -t oo

ta 3d-AO u cosnazaer ¢ nafgennnM ast SO4%-, a 3Ha‘le-i|
" HMSL 3HEpTHIl COrJacyloTCsl C SKCNEpPHM. NAHHBLIMH IO doro-f R LT

3MeKTPOHHOMY cnekTpy. Bkuiouenne 3d-AQ 3aMETHO CKA3bl-| |

TS paeTcsi Ha OPOHTANBHBIX H NOJHOMN SHEPrHH mepxJaopara (mo-
o) cienuss nonmxaercss na —0,38 ar. en.), HO ropas’fio MeHble , :
~=p cayyae HCI u CIF (nonmxenue na 0,014 n 0,025 aT. en).bb O o
3 Bosbmoit pkaag 3d-AO B ClO;— oTpazaercsi Takxe B YBe- !
5 - muenny 3acenennoct nepekpbizannst ClO or 0,16 10 0,625 L2 2 S

ITpHueM HeCBsI3LIBAIOLIHIT ypoBeHb le CTaHOBHTCH CBSI3BIBA-| |

B e T —————
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_yal S K., Yogenarasimhen S.R.. Infrared
~ and pemittivity studies on slkali per-
',‘chlorates. ®Je Solid State Chem. ’
1974, 10, ¥ 4. 332—340

(am'.n.) ‘,U_'dﬂ‘xnwk
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“Becher H,J,, ¥rledrich F,, Willner

nen Hirtsgittern. ey QﬁQq %4

61207,1911 e 1. 777

‘Tg, Ch » ['Z /74/_'_49535 Yg~759/

H, Kraftkonstantenberechnungen aus Iso- |
topenverschiebungen infrarotaktiver. Gru-

'ndsghwingungen 12ron NO3'- 6104-,‘ S0 42'
003.”- und Mo0,”" -Ionen in verschiede-

"z, anorg, und allg.‘tﬁem. ) 1976’ 456, B
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Ch, Ph['m/mu 94/ /meff;/

- BrAll TeBy, 0°°£’ e A

Laser Raman study of the therml deconpo-
sition of solid NH,‘CIOR. '

*J.Chen, Phyl. ,1976 65 N 3, 1217-1219
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12 1353. HK-uccneposanHe HEKOTOPLIX FHAPATOB anio-

3ol munatoB Kaabuus CapAl(OH)e=X+.-yH,0 (=3CaO-Al,03-
Jﬂ .CaXp-nH,O, X—-=onuosajentHniii aHuoH). Houte-
5 2 pen C. J. M, Stein H. N. An i.r. investigation on

. some calcium aluminate hydrates, CayAl(OH)¢+X—-

-yH,0 (=3Ca0-Al,03-CaXz-nH,0, X=univalent anion).

«Spectrochim. acta», 1976, A32, Ne 7, 1409—1414 (anrax.)

B oGaactn 200—3800 cm—! mccaemosansr HK-crexktpst

CazAl(OH)¢+X--yH,0, ‘rae X—=Cl-, Br—, J-, ClO;-,

NO;—, ClIO«~ (y=2) n X-=BrO;-, JO;~ (2<y<4).

A/ C nomouwpio ACiTepPHPOBAHHSI MMOKA3aHO, UTO MO KpaiiHel

Mepe MpPH KOMHATHOM T-pe MOJICKYJbl BOABl HMEIOT CHM-

MeTpHYHOE OKpYy:eHHe, a rpynnst OH opuentHpoBauml B
cropony annoHa X—. OnpejieJieHBl SHTaJAbIHH BOJODO

cesizeit_(or 1,8 kkan mag ClO™ no 5,5 kkaa mas JOs7). |

—— ',____\

®
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'dez de Pedrero Gn.sela. A CJDO study of
F_~__the electronlc structure of oxyanlons
'_-’\'xofz' ‘with X's Si, P, S, Cl, Ge, As,

" Se and Br.. "Cherm. Phys. Lett.", 1976, 37,

-nz 304-;00»’. (aHN. /M égﬂ(/ ”/'}'-
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\ 6B303.. 3MP peurren-o6ayuennoro Na;SO,, Jerupo-

annoro NaClOy. Kumaraswamy A, Sobhanad-
“fiJ. E. S. R of X-irradiated Na,SO, -doped -with
‘NaClO4. «Mol. Phys.», 1976, 32, Ne 2, 387—393 (aura.)

B unrepsane 1-p 77—300° K'ncesepopanst cnexrps SI1P
peHTreln-00/1yyentbX. MonokpucTamon NaSOy, aernpopar-
nerx NaClOy. B cnekTpax HaGmogan CHFHaJsl OT cTa-

rd
yw"gﬁ//, GHJBHBIX TlapaMarnuTHeix wHentpos ClOg2-, cTabua3npo-
BaHHBIX B JABYX MarHHTHO-HE3KBHBAJICHTHBIX IIOJIOKCHIIsIX

"/ 27 . B KpHCTaIc. DKCMNCPHM. MapaMeTphbl CHHH-TaMHJLTONIIAHA
6//&/%/“/ cnektpoB  DIIP ClOg2—: g,=2,009, g,=2,037, g83=2,031,
A,(Cl)=84, Ay(Cl)=88, A3(Cl)=84 rc conocTaBacub o

i autepatypubiMi. B cnektpax ClO42- mpu 77° K nabmonany

cnabyio CTC or AByX sKkBHBaJeHTHBHIX SIACP aToMoB Na c
xoucrantoit _A<3 re. Ilowuvo curnazos ot ClOZ~ p

o V6 @ v

ClOF




clekTpax HaGMoAaMH CHTHAJLI, OTHCCCHNbIC K napaMarinT-
#pM wentpam O3~ 1 SO~ Merozom STIP nccacaoBana
riGeab MapaMarHHTHEIX LEHTPOB NpH HArpeBaHiH 1 Yo-
06ayucHiH KPHCTa/IOB, YCTaHOBJ/CHO, UTO TIpH Harpesanii
kpucramion uentpsl ClOg?~ rubuyr oGpa3oBanneM ABYX |
zom. uentpoB SO4~ ¢ pasioii opHenTauncii MaBHLX oceit |
g-Ten3opa. Bee nmapamariuTiibie LEHTPLl MOJHOCTBIO THOHYT |
npu '200°. ITpomegenbl pacueThl 3JICKTPONHOIT CTPYKTYDbI

1042-.. Hanﬁonec&‘uﬁcp’()‘?r‘mo, TTO OCHOBHLIM _COCTOSTHICM |

CIO = siasiercst Ay B. B. /Kyxos!
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85: 1129255 Non-empirical versus cmpirical choices for|
overlapping-sphere radii ratios in SCI'-X«-SW calcul::tions

LS’ on perchlorate and sulfur dioxide. Norman, Joe G., Jrl
0 (Dep. Chem., Univ. Washington, Seattle, Wash.). AMol. Phys.!
/{/ 1976,  31(4), 1191-8 (l')n;:S. Two nonempirical schemes fm‘;
establishing ratios of at. sphere radii for NXa-scattered ,wave
(Xa-SW) calens. are proposed and compared with known'

methods of partitioning mols. into at. fragments along paths of;

. max. change in clectrostatic potential or charge d. In the initial
Xa-SW mol. charge distribution the radius of a sphere around

each 'atom contg. the at. no. of electrons is approx. const. no,

/C/LW matter what at. charges are assumed in constructing thé clmrgc,
: distribution. The radius of a sphere contg. the no. of eiectrons

13
ﬁélﬂ// put in for the-atom in caleg. its at. charge d. V.'Ll‘i(‘h‘ inversely with
the assumed charge.  lonization energies of ClOs- and SO: are
caled. using ratios of sphere radit established from {1@=Tt. no.’
sphere sizes and’ from J. C. Slater's (1965) empirical at. radii. |
Calens. using at. no. radii ratios agree best with expt. i

X @& ®

AN Y "é_F A6
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55& <92 B28.  HeaMnupHUCCKHil H OMIHPHYECKHit BbIGOpP OT-
HOUIeHHI PAZiHYCOB MepeKpuiBaowuxcs chep npH pacyerax!
" ClO4~ u SO, CCIH Xq— METOAOM  pACCEeSIHHBLIX  BOJIH.
Norman Joe G. Jr. Non—empirical versus empiri-
cal chouces for overlapping — sphére radii ratios in
2 SCF—Xa—SW calculations on ClO4+ and SOz «Mol.
Phys.», 1976, 31, Ne 4, 1191—1198 (anra.)
CCIT Xo-MCTONOM pAacCEeSNHBIX BOJIH B MPHOMHKEHHH
2 TICPEKPLIBAIOUIHXCS ATOMHLIX CheEp PaCCUHTAHO SJNEKTPOH-
noe crpoenne mona ClOy—~ u Mosexyani SOz Otnouwenis
. pammycoB - TepeKphiBalowHxcst  chep (OPIIC) BuIGpanby
h;g’ ‘,M i TAK; WTOGH TIPH TIOCTPOEHHH HCXOJHOM 3JEKTPOHHOH MJIOT-
b HOCTH aTOMHble c(epbl COACPXKAJH TaKoe Ke UYHCJIO 3JICK-
flwtC/‘( TpoOHOB, KaK 1t B cpoGommom aTtome. Ha npumepe Mosexya

HF, CS,, ClO4~, Fe(SH),~ n PtCl— nokasano, uTo TpH;
stoM OPIIC ¢ TOYHOCTBIO [0 HCCKOJBKHX TNpPOLEHTOB uef
3aBHCSIT OT TNPHHSTOTO HCXOAHOrO 3apsila .KaXJoro u3j

@ 7
X. (972 /47



atoMoB B MoJeKyJse. IS KOHKPETHHIX PacucToB 3JEKTPOH-,
noro crpoennst ClO4—~ n SO, xpome ykasaunoro BbGoOpa
OPTIC, mncrnosb3oBana TakiKe -ouenka OPIIC no orHoue-
HHIO CJIEiTePOBCKHX aTOMHBIX pajanycoB. AGc. 3HaueHHs
pamuycoB oOnNpeReasHCL H3 ycaoBHsi HanGoJee 'rormoro'
BLINOJIHEHHST TEOpeMbl BHpHasa. ‘B MonesH mepexoaHOro
“COCTOSINHST* BHIYHCJEHBl TOTeHUHaabl nounsamun (ITH) na-[
NeHTHHX 3aeKTpoHoB . B ClO4~ u SO, PesyasraThl como-;
crapiens ¢ ITH 3THX. MOJMexyJ, BBIMHCJEHHBIX B paMKax|
reopemu Kynmasnca merogom CCIT MO JIKAO. ITokasano,|
yro ITH, poiuucacuusie npu seiGope OPIIC no wuncay|
ATOMHHLIX 3JEKTPOHOB 3HAUHTEJIBLHO JIyulle cOTrJacyloTcst cl
skcnepuMenTtoM, yeM I1H, puiuecacunsie npi BsiGope OPTIC
N0 OTHOMIEGHNIO CJEHTEPOBCKHX aTOMHBIX pafHycoB H Hail-
aeunne  merogom CCIT M7 JIKAO. ~~ ~ U. Tonoaw’
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NHPHUECKOro BhIGOPOB OTHOWIEHHT PAJIHYCOB NEpeXpbIBalo-

wmxcs chep B pacuerax ClO,— u SO, meromom CCII

/ XaPB. Norman Joe G, Jr. Non-empirical versus em-

g ;0 pirical chouces for overlapping-sphere radii rations in

"a SCF-Xa-SW calculations on ClO4~ .and SO,  «Mol.
Phys.», 1976, 31, Ne' 4, 1191—1198 (anrs.)

CpapuuBaloTest 2 cnocoba Bb60pa OTHOIUEHHI PaaHycOB

NeNPKNKBAIIIHXCST ATOMHRYX ¢hend R NACUATAY :ANAVTNAL.
s -goro crpoenna monekys meromom CCIT Xo B ¢opmannsme
paccesnnbix Boan (PB): 1) no ortnowenuio paauycon coep,

) 22, colcpallMX B HauaJbliOM pacnpeie/cHHy 3apsioB Ta-

V‘///{ ¢ - XoOc UIICJI0 3/CKTPOHOB, KOTOPOE COOTBCTCTBYET HCXOANOMY
. _BLIGOPY 3apsioB Ha aToMax, H 2) MO OTHOUICHHIO pajHy-

co chep, cOAepiKallHX MAJISL . HAyaJAbHOTO pachpereseHHs

3apsi10B UYHCJIO 3JCKTPOHOB, paBHOE aT. HOMEPY 3JjeMelTa.

Iloxasano, uto 2-ff cnoco0 .MeHblIe 3aBHCHT OT BLljopa

@ /g .HauaJbHOTO pacnpeacseHHst 3apsifa, UTo OCOOCHHO cyuect-

syt b f{///

BCHHO NPH PacCMOTPEHHH HOHHBIX cHcTeM. ITOT cnocol
'PEKOMEH/I0BAH B-KauecTBC. HeIMMipHU. cnocoba BhGopa ot-
HOWICHHA paiHycoB. Ha npumepe pacuera 3JeKTPOHHOro

. - crpochiis ClO,~ 1 SO, ykasauuplit HeIMNHPHY. CNOCOG BbI-
‘;}/}/97{ /V/Z 60pa_coOIOCTABJICH C SMIHPIHY. cnoco6oM BbIGOpa paauycos




TI0 OTHOLICHHIO CJISTEPOBCKHX -ATOMHBIX pamHycos. Paccui-
TaHHble SHEPTHH HOHH3ALHI CONOCTABJCHLI C JAHHBIMH He-
SMIHpHY. pacyetoB Metogom CCIT MO JIKAO no Teopeme
KynManca 1 ¢ skenepuM. ganuuiMu (OTO- H peHTreHO3IIEeKT-
PoHHBIX cneKkTpoB. Haiigeno, uro pacuerst Meromom CCIT
Xa ¢ HesMIHPHY: BLHIGOPOM PafHyCOB aTOMHBIX cdep npu-
BOAAT K MOJHOMY COIVIACHIO € 3KCHEPHMEHTOM KaK B OTHO-
ueHHH alc. 3HAYCHHIT SHEPTHil, TaK M pa3HOCTENl MEKAY |
OTACIBHLIMH :  YDOBHAMH. * Pe3yabTaThl pacyeTa MeTOIOM)
CCIT MO JIKAO xye BOCPOM3BOAST SKCIEPHM. AaHibic,
.Toraa kaxk pacuetnt merogoMm CCIT Xa ¢ smmupuy. BbGo-
POM paanycoB c(ep HalOT Hamayylice COrJIacHe SHCPrHit
sounzauun gt ClO4~, - XyKe BOCnpOM3BOAAT  PA3HOCTH
SHEPTHit H RAIOT HAHXYJUIHE Pe3yJbTaThl MO CPABHEHHIO C
ABYMS ApyTHMH crnocobaMit pacyera aas SO.. '

- A. Baratypbsiny
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ggﬂ;/ 91: 219576¢ Raman, IR and far-IR measurements on ans

hydrous sodium perchlorate betweer: 90 and 600 X, Lutz, H.
D.; Beeker, R. A, Kruska, Brigitte G Berthold, H.d. (Lab.
Anorg. Chem., Univ. Siegen, Siegen, Fed. Rep. Ger.).  Spcctrachim.
Acta, Part A 1979, 35A(7), 797-8C6 (Ger). The K =0
vibrational spectra of the anhyd. orthorhombic anhydrite NaClOs
was studied at 90-600 K. The IR, far-IR, and Raman spectra
were recorded and interpreted in terms of the unit-cell group
and the site group of the ClO¢ ions. Raman single crystal

. measurements were used to assign the modes. The dynamic I

/ interactions of the vibrations of adjacent ClO« ions were found l
to be very small, i.e. Davydov splitting <15 cm-}; the site group
splitting of internal modes was unusually large, >40 cm-1. Only
1 mode of the fundamental rs of ClO4- showed a splitting of the
vibrations due to isotope effects. The site group splittings
disappeared above 581.3 K except for a shoulder at the bending
fundamental r2.  Both the librational fundamentals and the
translatory modes were very broad, even at 90 K and of
unusually weak intwil_v in the Raman soectra. :

—
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18 B51. Onpepenenne merogom CCH—X, anepruit

- wormsauuu ClO,—, SO2- u PO2-, Barber Michael,

¥I-_lssa BuxsheerD., Hinchliffe Alan. SCF—

/X,, investigation of the ionization energies of ClO,-,

“80.2- and PO3-. «J. Chem. Soc. Faraday Trans.»,
411980, Part 2, 76, Ne 4, 441-—445 (aura.) '

) Meroxom IM-X, paccesmsx soan (X,-PB) B Mone-

JH KaCaIOULH: aToMubIX c(ep 9JIeKTPOHHOE CTpoenHe

gs, 2 3

y uonoB C1057, "SOj u‘-POZ B NpHOMDKEHUH Nepexon-
HOro COCTOSIHHA N5 BEEX HOHOB PACCUHTAHBI TOTEHIHAMbL!
nounsanun (IMU) panentusix u ocrosunix MO, Xopowo

.
coraacylomuecs ¢ skcnepum. ITH. T SO4™ paccuntans

take no Teopeme Kynwmenca s pamkax meroaa CCIT MO 1

JIKAO c wucnoab3oBanueM Goabuioro 06asuca rayccoBbix

s, p, d-opbutancit. ITopanox caegosanns T nxs seex

@ g &

L /220 n /&



) JIKAO noayuaerca
- sHepreTHY. pacc'rq)ﬂ-
waiorest. Mas SOy~

. BeJaHUHH OOMEeHHbIX
m 2/3 n 1 BO BCeX

HOHOB B pacuerax X, -PB’
OJMHAKOBbIM, OHAKO OTHOCH
nust Mexay TIA B o6onx MeTo;
HCCAE0BANA  3ABHCHMOCTE

napamMeTpoB ©, noJara
obnactax ‘ e pacueTs npoBo-

AHARCH € MCNONb30BaHHeM MNapaMeTpoB &, ONPEeneIeHHbIX

no Ulsapuy). [lokasamo, uTo 3uaueHHs MU auneiino
3aBHCAT OT H3MEHeHHs MapaMeTpoB & mpH (GHKCHPOBAHHLIX
napaMeTpax aTOMHLIX C s metone X,-PB. Haitzeno

TaKie, YTO BapbHPOBauKe mapaMeTpoB a B Metone X,-PB

SKBHBAJNEHTHO M3MEHEHHIO pafnycoB cdep npH QchupoB-\
Banusix 3Havennax o. Pacuetsi ITM merTogom Xo-PB |

NOATBEPHAAIOT HUTCPNPETALHIO IKCIEPHM., (POTOINCKTPON- |
- - P 1
HbIX CIEKTPOB B SOE , CIO; u PO}~. H. A. Tomom

!
|
!
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oo, . FPA6578 R
q 9 JA164. Mccaenosanue anepruii  wommsaumn ClO,-,
-SO¢= u POS- meronom CCH Xo. SCF-Xa investigation
of the ionization energies of ClO4~, SO&~ and POgs-.
‘Barber Michael, Ei-Issa Basheer D, Hin-
-chliffe Alan. «J. Chem. Soc. Faraday Trans.», 1980,

| Part 2, 76, Ne 4, 441—445 (anra.) 4
Metozo CCIT Xa PaCCCSHHBIX BOJAH B MOJAGJH nepe- |

XOJHOTO COCTOSIHMS DACCYHTAHBl MOTEHNUAAH  HOHH3ALMH
( 7/ ClO4~, 50~ n PO#~ (I). Ionyuenuse pesyabTaTe co-

MIOCTABJCHE C NAHHBIMH DacyeToB HEIMOHPHY.  METOXOM
CCIT MO JIKAO (mo Teopeme Kymmanca) B Gasmce H
OCT-3T'® u Gosbliom Gasuce CrpynmupOBaHHBIX rayccos- ;
CKHX -1uil, BKJIOYalomiem noasipusanuonusie ¢-uun. Or- |
MEUEHO, uTO YAOBJETBODHTEJbHBIX 3HAYCHHiT  pasHoCTeil
SHEpruii ypopHell MOXHO ROCTHYL TOABKO NPH HCTIONB30-

) g o

P )32 v 9




Banmn Gosbworo Gasuca, XOTSl MNPaB:

NOJOMXKeHHe .ypoBHeil nepenaercst H :

JlauHble pacyeToB METO Xa. xopoun JlacyioTest ¢

_OTHOCHT. Pac- |
OCT-3T'®. |

SKCHEPHMEHTANBHEIMH  (HOMUDNCKTPOHHEMI CHIEKTpaMit (145 |
BCeX MOJICKYJl CIEKTPHI HB) H NMOATBEPHKAAIOT CACJTAH-

- HOE paHee OTHeceHHe: LIHPOKas*’ MaJOHHTCHCHBHAsS mnepBas
nojoca oTHeceHa K wommsaum# MO 14, 5fz u le, nma

cenyio! 6m{31<opacnonox(enau§ nuKa W emle JBa MHKa
.oTHecens! x noumzammn MO 4bg,*5a;, 3f; u 4a; coorper-

crenno. Pacumensenne yposuei 4 a; ® 3f; HaHMenbluce B
cayuyae I. Cepusi pacuetoB C HCMOJb30BaHHEM Pa3JHUHLIX

. 3HAYCHHH napaMerpa ¢ mnokasaJja, uTo npH €ro H3MCHEHHH .

MeHsIOTCSt abc. 3HAueHHs MOTEHLHAJOB uorglaauﬂﬂ. HO HX

PasHOCTH OCTaloTCs GJIHSKIMIL, - B. JL. JleGenes |
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10 6196.  AGcomoTHbie MHpPAKPACHBE HHTEHCHBHOCTH,
- MIPOM3BOAHLIE JHMOJBHBIX MOMEHTOB M KoJje(aTeabHbe 3a-

urhammer D. Absolute i. r. intensities, dipole de-
ivatives and vibrational charge parameters in the per-
chlorate anion. «Spectrochim. acta», 1980, A36, Ne 11,
965—969 (aura.) ’
Hamepensl a6ec. nntencusnoctd HK-noznoc san. kou. v,
1050—1200 cm~!) u med. kom. v, (675—600 cM~—!) nona
104—,_u3onuposannoro B Matpuue KJ. O6pasum rorp-
,'mrm_r-lapunalmem soaubix p-po KCIO4+KJ, npu onpe-
nenennom otHowennH KCIO;/KJ, n nanbuefimim npec-
COBaHHEM  JHCKOB.  PaccuHTanbl  3HaueHHS  np-nmx
ZHNOJIBHOTO MOMEHTA N0 HOPM. KOODAHHATAM H KOOPIHHA-
TaM CHMMeTpHH M 3(GekTHBHHIE 3apsAAH Ha aTOMax XJo-
pa (La1) m xuciaopoxa (Lo). PaccumTaHh 3HaueHus cx-
JIOBBIX IOCTOSHHHIX B KOOPAHMHATAX CHMMETDHH, HCNOMDL-
3ysl SKCIEPHM. 3HAaYeHHS 9acTOT KoJeGaHHH H30Tomosamery,
nonos ¥ClO; u ¥ClO; (Av;=13,4, Av4=3,2 cM~1). B cpg-
3H C HEONPEJEJEHHOCThIO B BHIGOpE 3HAKa MP-HEIX AHMOML-
HOro MOMEHTa noJydeHn 4 Habopa 3HaueHHil Eg H'Eo.
M3 paccMOTpeHHsI MOMEAH 3JIEKTPOHHHX B3aHMOIeIiCTBHI
B noHe ClO4~ (H3NYyeCKH NpaBHJABHEIMH NPH3HAHLI 3H3-
venust Ea=1,04, Eo=—0,51 _H. A. TapGysosa

Mﬁnuue napamerpbl B aHHoHe mepxjopata. Decius J. C,, .

oM 078, S
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93: 13471z The use of dummy spheres in SCF X« czalculations.

El-Issa, B. D.; Hinchliffe, A. "(Chem. Dep., Univ. Manchester

Inst. Sci. Technol.,, Manchester, Engl. M60 1QD). Chem. Phys.

5 / . ~ Lett. {1980, 71(2), 294-5 (Eng). A representative SCF Xa

FCf, LN  calen. is presented for ClO4 using dummy spheres in an attempt
‘ to improve the formal intersphere region where the potential is

%Q&ée ,/— taken to be a const. Such spheres appear to have minimal effect

on all derived quantities, however.

O
CAH /1980 93 ~A2
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18 B34. Hcnoas3oBanne (HKTHBHBIX chep B CCIT
Xo-pacuetax. El-Issa B. D, Hinchliffe A The
use of dummy spheres in SCF X, calculations. «Chem.
Phys. Lett.», 1980, 71, Ne 2, 294—295 (anra) !

duekTpounoe crpoenne Mosexkyas ClO,~  paccuntano
merogom . CCII—X, paccesnnsx BoaH (Xq:PB) ) ncnonp-
30BaHHEM < HBHBIX» — (NyCTHIX) TNPOMeXyT. 'cep, B
LeHTpe x-pumA HaXONH/MHCh fPa ATOMOB, a NOTeHLHaJ
ChepHUeCKH YCDeMHA/ICH TaK K€, KaK H B aTOMHHX Cde-
pax meropa Xq-PB. Mccaenosana 3aBHCHMOCTD psifa Bu-
YHC/ISCMBIX BCJIHYHH OT 3HAUYEHHH PaAHYCOB (HKTHBHBIX
cep. ITokasaHo, yTO NpH H3MEHEHHH PAAHYCOB 3THX chep
oT 1 ar. eX. &o O smeprus Bulcweit,3ausitoii MO B ClO,-
nosbiwaercst Ha 0,009 ar..en., mosHas CTaTHCTHY. 3keprus
yseanyusaercs Ha 0,19 ar. en., a 3apax MexcdepHoil 06-
JacTi yBenHunBaercss Ha 0,1 anekTpoHHoro 3apsiza. Cpe-
Jial BBHIBOX O TOM, 4TO BKJiouen#e B MeToX Xq-PB nyc-
ThIX, (GHKTHBHBIX cdep, Haxe npH GOJbLIOM H3MeHEHHH
3HaueHHil HX PafycOB, He NPHBOAHT K CKOMBKO-IHGO cy-
LECTBEHHBIM YJYYLICHHAM pe3yJbTaTOB pacueTa, B OTJH-
YHH OT NpHOJHXKEHHsi NepeKPHBAIOUHXCA chep B Merone
Xe-PB, rae yxe npu He6o/bLIOM BapbHPOBAHHH CTeNeHIL
nepekpuiBanisg cep OGHYHO HOCTHTraeTCs CYLIECTBEHHOE
yJyulleHHe pe3yJbTaTOB. H. A. Tonoas
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110: 66003z Raman spectral study of solutions ‘of.lithium[
,pcrchlomto and strontium perchlorate in some organic solvents,
Lalic, M.; Jeremic, M, Antic-Jovanovic, A.; Bojovic, V. (Fac, Sci.,’
Univ. Belgrade, 11001 Belgrade, Yugoslavia). J. Mol. Lig. 1988, 39,
105-10 (Eng). Raman specctra were obtained - for solns. of LiCl0,
and Sr(Cl0s)2 in MezCo and MeCN-for salt concn. from 0.6 to 3M.
Anal. of the solvent bands led to the identification of cation-solvent!
assocns. An addn. of NaNCS caused the replacement of the solvated’
mols. by NCS- ions in the inner coordination sphere “of -cation.|
Intensity measurements of the components of the »1(C-N) band of;
SCN- yield solvation no. for cations of the order 2. Component band
anal. of the »(C1-0) band of ClO« ion gave indication for presence!
of solvent-sepd. ion. pairs and contact ion pairs in the investigated
solns. The 911.5 cm-! band of ClOg is explained as 2v2 enhanced by“

Fermi resonance.

041959 1/0, ¥8
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y “ 12 1187.  CraGuasiocts MOJICKYNSIPHBIX AHHOHOB,
ClO4~, HCO~ u O;~ no namnbim meroma Xe PACCCSAHHBIX

BOJIH C NOMPaBKOM Ha caMopeRCTBHe. Stability of the mo-!

lecular anions CIO,~, HCO- and Oy~ from the seli-in.|

teraction corrected multiple-scattering  Xa method If

Guo Y., Whitehead M. A. // J. Mol. Struct. Theochem.—

1991.— 231.— C. 307—319.— Anra. i

Meronoym Xa paccesiHHHX BOJH ¢ BKJIOYCHHeM NONIPaBKH,

. Ha CaMONCHCTBHE HCCIeNOBAHO SMIEKTPOHHOE = CTPOCHHe

Vé[ ” N *ClO4=, HCO~ u O;~. Ormeueno, uto 6e3 BKioucnus no-
TPABRITTIC BTCIAT AOCTHIACTC CXOAHMOCTD, OGHapy}Keuo,l

UTO NpU BKJIOYCHHH 3TO NONPaBKH pe3y/bTATH  3HAWH-!

TCJAbHO  YAYUWAIOTCA H OAHO3JCKTPOHHHE SHEepru corsa-|

‘CYIOTCSl C IKCNCPHM. 3HAUCHHAMH Jyulle, yem NoJyyeHHHe,

-B MOJeJH NCPCXOAHOro cocTostiiisg. CXeMa TakiKe Jyyure;
' NOAXOA0B, HCMOJL3YIOWHX (YHKUHOHAN  KOpPeJALHONHOI |

SHEPTHH. _ ' -
ab. /991, v 1%

N
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124: 301191j Chlorine tetraoxide. Grothe, Hinrich; Willner, Helge
(Inst. Anorganische Chemie Univ., D-30167 Hannover, Germany). An-
gew. Chem., Int. Ed. Engl. 1996, 35(7), 768-9 (Eng). ClO, was formed
and spectroscopically identified in vacuum thermolysis of CIOClO;. The
primary thermal decay of 2 binuclear chlorine oxides yields the cor-
responding mononuclear radicals, with a preference for the formation of
OCIlO. The IR and UV/visible spectra were obsd. It appears that ClO,
photolyzes to give OCIO and O,. The distortion of the ClO4 radical to

[M 9:%) C,y symmetry is dynamic (Jahn—Teller effect). - N

O
C. 4. 1996, 129 AR

7/
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124:301047s Lithium Perchlorate: Ab Initio Study of the Struc-
tural and Spectral Changes Associated with Ion Pairing. Klas-
sen, B.; Aroca, R.; Nazri, G. A. (Materials and Surface Science Group,
University of Windsor, Windsor, ON Can. N9B 3P4). J. Phys Chem.
1996, 100(22), 9334-9338 (Eng). ClO,~ anion and Li*ClO4~ ion pair
were studied by ab initio quantum chem. methods. Optimized geometries
for monodentate, bidentate, and tridentate structures were detd. up to
the MP2/6—-311+G" level of theory. Vibrational frequencies were detd.

5 LM‘&O for ClO. and Li*ClO~ up to the HF/6-311+G" level of theory. Com-
ﬂ parisons are made with exptl. Raman spectra of electrol)'te solns. At the

highest level of theory, the bidentate structure is preferred over mono-|
ﬂ/ﬂ,m ) dentate or tridentate conﬁguratxons [, |

Vi wumg- @ fmy
K
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126: 309057g The ClO, radical: experiment versus theory. Van|
Huis, Timothy J.; Schaefer, Henry F., III (Center for Computational
Quantum Chemistry, University of Georgia, Athens, GA 30602 USA). J.
Chem. Phys. 1997, 106(10), 4028-4037 (Eng), American Institute of
Physics. The chlorine tetroxide radical and its anion have been investi-
gated with UHF, d. functional and hybrid Hartree—Fock/d. functional !
methods, perturbation theory, and coupled cluster methods. It is pre-{
-7 dicted that the min. on'the ClO, radical potential energy surface cor- |
W . %ﬂ%&/ responds to the 2B, ground electronic state, a C,,—symmetry structure. |
The C,, structure identified exptl. lies a few kcal mol-? higher energeti-
/wm&/té M -~ cally. A C, symmetry structure lies very close energetically to the Ca,!
* e _min, at some levels of theory. Adiabatic electron affinities, equil.!
7 " geometries, harmonic vibrational frequencies, IR intensities, 1sotop; l
Vpr LIW } shifts, and dipole moments are presented for all methods. Comparisol:,:{
f L with recent exptl. vibrational data for the radical are made. It iy
/ M /’ f A‘, /predicted that the C,, equil. geometry of the ground state is R.«;l_m,=1,502f’
, Ruci-02=1.424 A, #,,=93.6° and #.,=114.2°. The adiabatic electrop|
0//]1%[!(, }y/ affinity of the ClO, radical is predicted to‘lie near 5.2 ev. i
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