


FEO, (crwpyrryps) AT ISYE (961
/?a/u'j/f‘au H., %7 AP,
Vickens 4D,

Coved. [ Chens., 4962,

‘_/_Q/ M, IST-5 3
‘EPTb M. . g% el




J

SLQO (L%LJB\L& uat}auﬂ 3

LU

CQ ol L\H }M% Dor g C‘wluw&q nbc%:

CQwu le/uumu %Q i> \‘Hs

Kl 1598 \J(Q |

j().\ gkf(,u(ﬂwwfv muw(a; g}{ \/CZ—'

%Quw@ 3 Quﬁ }MQ f:_:.:;

QCLL\ e
\,\('LSB\J \,\:\u WS[

|



COF; | | bougon £, etar. "
| | O Fad 6L 7977




'/Jﬂ
'Q/?t//p/ Cﬁ/cz ._/0 LL'I/JQ«UC /‘/;{0 Leese - b © / :
A ///1/(,,7 C° // FCy ¥, f;zf.a/fc //p, // z
uuc /’/{74/9’ ,/c.,,p //, 9, , NGy, [ L0F% :
F B /3/7’, Sy, ‘w Hy* WHy ok 07 5 ,/{
500y rfC ccw/ %/Cw// MO 11 " ‘
L Col: (’Q r/t// Mo /7{,/ @'f, @L/ @%U/
i W/Wéz erie joﬁccw gee D FoH Fesg,

. IPENE < ;
Je‘zcc,/ 5 o f/;fz( /{am)ga é”/, Col s ey
Co Ly i IJ Hy (1, Ac7 B¢
Co/;/ia/ /z 2 ’ = ,/%5 /Z&w Soe. &55.

‘lﬁ.&-_) Ua Ivu., (//16,,9 (56 2 //; «4, /,);L/ ;L{-&’.S’)".S“

‘(r “/0 U/ ol "-::*,::j




K ponpocy O CymEeCTBOBAHHH KaTHOHA AndTOp-

CEOLH ool omms et e AT

relrial

~
[

ﬁ?—‘—,\

T A9EL T

¢ 4b17
annopa (5+) CIOF;*. Bougon Roland, ™~~~ 7
Isabey Jacques, Plurien, Pierre. Sur la mise .
en dvidence du cation difluoromonoxychlore (V) CIOFy+. " — 77
«C. r. Acad. sci», 1971, C273, Ne 5, 415—417 (dpauw.) _
Wcenenonamie cnektpa KP 5% p-pa CIOF; (I) s HF
103BOJHNO YCTAHOBNTH CYLICCTBOBAaHHE B p-pe mHona
CIOFg+ (1), cmekTp K-poro  3HAUHTCIBHO OTJIHYACTCS oTr.
¢ireRTpa T 1l _anajoriyen CnekTpy KP 1303/1eKTPOHHOIT MO-:
aekynp SOF2. Mccienopanst CCKTPhI KP xommaexkcos I~
¢ SbFs, AsFs 1 BFs B 8. cocrost 1 B p-pe HF. Tloxa--
3a10, 4TO B 3THX KOMIICKCAX TAaKXKC MPICYTCTBYeT HON |} S ——
[Tpenozxeno  OTHeceie xoneGamnit 11~ aas momean c
annerpiieit Cyt vy () =1389 (1829 paist CI7); vz (a') =746, ™
Vi (a') =pH16; V4 ((l’) =409; Vs (Cl”) =T729; vs (a”) =391 a1, :
e e i EEE E. Pasymopa ™™
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-9 1411 Oudropxaopar-annon ClO.Fo—.  KoneGartenn-
Hblil CMEKTP M CHJOBble mocTosmubiE, Christe Karl O,
Curtis E. C. The difluorochlorate(V)anion, ClO,F,—.\
Vibrational spectrum and force constants. «Inorg. Chem.», .
1972, 11, Ne 1, 35—39 (auru.)

Toayuensr MK-cniextper morvomenns (150—4000 - em3l) |
# CNCKTp KOMO. pac.” TBepAOro  auprTopxioparta uesifs ;

" CsF-CIO.F B TaGrerkax ¢ AgBr. Haiienusle mosoch

CBHJALTEJAbCTBYIOT O cyuectBoBanun anumona ClO,Fo— ¢
cuMMerpieir: Cop; BLITIOJHECHO UIX TOJHOe OTHeceHHe, OTae-
4elo TaKxe TpHCYTCTBHe paAma moaoc ClO;— u HF,—, Ha- |
JIHYHe KOTOPLIX OOGDACHeNO GO:IBIIONT THIPOCKOMHYHOCTHIO |
CsClOzF,. Cpheaan BLIBOL, 4TO .aHUON HMEET CTPYKTYpY |
THTIA TPHTOHAJBHOIT OHOHPAMHAB, TAe atoMbl F pacmoso- |
JKEHB! aKCHAJNBHO, a aToMbl O 1 3JCKTpOHHOe 06J3aK0 CBO- |
GOMHOIT - TapLl XapakTepH3YIOTCS 3KBATOPHAJIBHBIM [10J10- -
xeuneM. ITo MOZeIH BAJIEHTHOrO CHJIOBOTO MOMS pactui-!
TaHBl 3HAyeHH CHJIOBHIX KoHCTauT: [r(CIF)=186; f.,=
=—0/1; fr(ClO)=83 u frr=0,1 Mmun/A. Ycranoneso, :
yro ¢BsA3b atoMoB Cl m O wmMmeer aBoiuoit Xapaxrep, a
gosniee caabeie cBsisir Cl—F — B 3HauntessHO  cTenmeny

. osxoro Tina. BuGa. 42. —C. P B
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17 B6253. © Oudropxaopar (V) anuoH ClO.F o= aneﬁa-"
TeAbHbII CNCKTP . W CHJOBble TOCTONHHBIC. % hriste
(K arl.O,.Curtis E..C. The difluorochlorate (V) anion,!
ClO,F,~. Vibrational spectrum and force constants.
«Inorg. Chem.», 1972, 11, Ne 1, 35—39 (aura.)

Manmepenst MK-cnextpst . (ras. kpucrama) u cnextp KP)

(kpucrann) CsF-ICIO;F B oGnactu 100—1400 cn~!. Tlpose-| o
nelio OTHECEHHE HaGMiOAACMBIX TIOJIOC K PAa3AHUHLIM 'runzm;

KoseGaTenbHBIX CIEKTPAaX POACT-

KoaeGanuii no AaHHLIM O




sBennsix  Mosekyn: XeOgF,, ClO,™, ICIO,F, ClOp*, CIFs
‘m np. CnekTpbl COMIacyioTcsi ¢ wannunenm aumona ClOgFe~!
tcimmerpin Cop. ITokasano, uro aHUOH ClO,Fo—  nmeeT,
| CTPYKTYpY *TPHIOIL ounipaMuab, B K-poit atomsl ($TOpa|
| JAMMAIOT aKCHANbHBIE TOJOKEHHS, a BA aTOMa KHCI0PO-|
‘Ra u cpoGojuas napa 9JCKTPOHOB 3aHHMAIOT TPH 3KBATO-,
| PHAJBLHBIX TOJIOMKEHHST  TPHIOIL. GHMHPaMHIDI. TTposeneH’
- auann3 HOPMasbHLIX koneGanuit ammona ClOxF2~ B npi-"
| GmisKeniH  MOLH(HUIPOBANHOTO BAJCNTHOTO CHJIOBOTO TIO-,
{nn. Tlonyuensl - CHAOBble TOCTOSIHILIC — CBASH -Cl=0:
. (8,3 man/A) u cessu CIF (1,6 Man/A). OTMeyeno, uTo CBA-!
:an Cl=0 HMeOT NpeHMyLeCTBENHO KOBaJCHTHBIT XapaK-|
.Tep, TOrAa KaK CBA3H Cl=F B 3naunTenbHoil creneni!

' HOUHHIE. A, TI._KypGakona:
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;% ; . __§2189g—Difluorochromate(V) “anion, CIO,Fy~. Vibrational!
e+ e+ ‘\ —spectrum and force constants. _Christe, Karl O,;_Curtis, E. C.[
! (Rocketdyne Div., North Am. Rockwell, Conoga Park, Calif.).!
— Inorg: Chem. 1972, 11(1), 35-9 (Eng). The ir and Raman spec- "
oY i tra of solid CsF.CIO;F were recorded. They are consistent Withf
i —a CIOsF, T anion of symmetry Ci,. The structure can be derjved -
\ | from a trigonal bipyramid, where the 2 F atoms occupy the axial;
b ' _and the 2 O atoms and the lone electron pair occupy the equa-
ot AR ~ torial positions. A modified valence force field was computed |

“for ClO;F3~, indicating double-bond character for the Cl )
(,34,_«&_«_\4___ ~and rather weak CIF bonds with high ionig_gontributiono bonds T
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- g 42589u 'l)iﬂuoropérchlofyl’d:dtibﬁ.‘ClO,F,“". Christe, Karl 0.
t- »(Ro_cketdyne Div., North Am. Rockwell Corp..—Cang'gzIf akﬁ.r?c!

Calif.). Inorg. Nucl. Chem. Lett. 1972, 8(5), 453-5 (Eng). |

plO,F,‘* was prepd. as a PtFy~ salt by reacting FCIO0; with PtF;-

ina sapphire reactor at 25°. The cation was characterized by its :

ir spectrum. ; 3
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42591p Chlorine trifluoride dioxide, CIF,0;. Christe, Karl
W 0 0. (Rocketdyne Div., North Am. Rockwell Corp., Canoga FarE,j
Calif.). Inmorg. Nucl. Chem. Lett. 1972, 8(5), 457-9 (Eng). A!
"—’3"27 " sample of Cl0:*PtFs~ contg. 109, CIF;0,*PtF,~ was treated with!
. .y, excess FNO at —78° in a sapphire réactor and the products were!
————-—(mgu 'sepd. by fractional condensation. The —142° fraction contained
‘/'a compd. identified by its ir spectrum as CIF;0;. The obsd..
— frequencies and band contours are in excellent agreement with,
‘those expected for a trigonal bipyramidal structure of symmetry |

]o N A
’ . :
v

“
{158

| : ' : "
: ‘ -

ns

1




\ 1972

211,428." OxcutpudTOpHML XJa0pa. 111 Kone6a1e.nbnble'

CreKTpbl, CHJOBbIE nocrosiiHeie M TepMOJIHHAMHUECKHE

. cpofictea, Christe Karl O, Curtis E. C. Chlorine

. ’ trifluoride oxide, 111 Vibrational spectrum, force <con-
| stants, and thermodymnamic propenties. «Inorg. Chem.»,
: 972, 11, Ne 9, 2196—2201 (aurm) .

AT [TosydeHbl AK-crieKTpbl  TIOTJIOULCHHST rag0o06pa3Horo,.

O)b) ," Tpepporo M 1130/1HPOBAHHOTO B marpie #3 No' mpH 2K

50

CIF,0, a Taxxe ero cnexTpul KoMmO. pac. B ra3oo0pasHoM

I JKHAKOM COCTORMHAX B o6nacm 100—4000 cm~l. O6na-
yKeHo 9 monoc yngamMenTanbibX koneGanuil, 4To TOA-'

. 7;(/ 4) TDepIKAALT CiMMeTpHIo MOJIEK]YJBI C,, BLITIOJNHEHO OTHECE-
g . L]
R | i

Fm W
SRR 7 ‘ ;

I pep-19732 S



-nie na6mogasuwnxcs nosoc. lloxasaio, uTo Ko.1ebaTelbHLIC

YW A S e s

cniektput CIF;0 coracyioTest ¢ . TPHTOHAIbHO-GimipaMi-:
JadbHOIT MOACTBIO, B KOTOpoil 2 aroMa F pacmoT0KeHbl B!
pepumax, a atoms F, O 41 oxma opoGoqHast 31CKTpolas :
napa — B ocTaJbhbIX yraX. Ilo MoaugHIUHPOBAHHON MOIC-
JH BaJENTIIONO CIWVIOBOTO MOJs BBHINOJHEH Pacyer 4acroT..
Haitneno, uro axcuanbusle cpasn CIF (fr=2,3 mauu/A)
3naunTeapito caabee, ueM 3KBaTOpHaNbLHAS (fr=3,16 Mani/ !
/A); mopsimox cssisn ClO (fp=9,37 mmumm/A) Gmisox X,
IBYM. B.JKIZKOM I TBEpZOM COCTOSHHSX JOKa3aHo Cy--
WECTBOBANNCE ACCONHALHI - TIOCPEACTBOM aKCHAJbHBIX aT0-
Mo F. Paccuntaupl TepMomnaMud. (-1 MOJCKYL! AT .
oG.1acTit O—QQW K. buGa. 32. €& -

. | \
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132688e Chlorine trifiuoride oxide. III. Vibrational spec-:
trum, force constants, and thermodynamic properties. Christe, "
Karl O.; Curtis, E. C. (Rocketdyne Div., North Am. Rockwell
Corp., Canoga Park, Calif.). [Inorg. Chem. 1972, 11(9), 2196—

201 (Eng). The ir spectra of ga_sﬂmg,_ﬂli_m%ti_g_matrix isolated
CIF;0 and the Raman spectra of gaseous and liq. CIF;0 are re- .

T Ning fu al vibrations were obsd. consistent with
symmetry Ci.. ‘The vibrational spectrum of CIF;O agrees well
. with a trigonal-bi idal model with 2 F atoms at the apexes

and 1 F atom, 1 0 atom, and T localized free-clectron pair at the

g

o197 .20 Q@ d

1979, -



" remaining corners. A modified valence force field was computed .
for CIF;0. These data indicated that the axial CIF bonds fr = ’

- 2.34 mdyne/A) are considerably weaker than the equatorial one
(fr = 3.16 mdyne/A) and that the bond order of the CIO bond is|
close'to 2 (fp = 9.37 mdyne/A). The Raman spectrum of the'
lig. and the ir spectrum of the solid indicate assocn. through the
axial F atoms. Thermodynamic properties were computed for,
_CIF;0 in the range 0-2000°K. - . ‘ —
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J 7bB232.  Okuce Ttpudropnma xaopa, III. KoneGarens-|
~Hiblit cnekTp, cHoBbIC KOI(QHUUHEHTH" 1 TePMOAHHAMHYeC- |
. Nyue cpoiictsa. Christe Karl O, Curtis E. C. Chlo-!
ine trifluoride oxide. 'III." Vibrational speatrum,  force :

< @ : constants, and thermodynamic ‘properties. <Inorg.’ Chem.», ' -

- 1972, 11, Ne 9, 2196—2201 (anra.) ' AR

{ TLoly - Heenenonanst MK-cniexmpur ras., s, n DMaTPIYHO-H30MmI- ©
« .~ Posamoro CIF;0 s_oGmactur 4000—200 cy—1 g CITCKTPLI o

(C' h: T‘ﬁ'?) KP ras. u k. CIF;0 npH Bo3by:xkaenun A 5145 A Ar+.

Jnazepa. B COOTBEeTCTBI C cHMMeTpHelt C, aas CIF,0 yaij- |
Reno 9 (yHIAMEUTATLHBIX KOSeGAMMIT, KoneGarens uuiit !
crexrp  CIF;0 xopowo cormacyercs ¢ TPHPOHATLHO-GHIIH- |
* PaMI@uIBbHONl MOAGDIO € ABYMS aTOMAMI ¢Topa B Bepum-
HAX, atoMaMi (TOpa H KIICIOPOAa M HENomeJeHHof mapoit
_MIEKTPOIOB B OCTaNbHLIX yraaxX. Ilposenen pacyer CHJIOBOTO -

PRUZVE LT



nost CIF;0. Pesynb'rafﬂ;x PACYCTa TIOKA3HIBAIOT, YTO @KCH- |

" ampuste CIF cpsisu (f=2,34° mmun/A) snauntenpHo crabee |
skBaropuanbioit (3)16 MlIlIIII'/A) nopsinox- cesizu ClO G-
30K x aByM. (f=9,37 anmu/A). Cnexmp KP CIF;0 8 XKHuIx.
cocroanuit M ee MK-crekTp B KPHCT. COCTOSHHH 'yKasbiBa- = ¢

. 10T Ha acCOLHAWIO Yepe3 aKCIaJbHble amoMbl ¢ropa. Be- |
YHCJICHB TepMoanHaMuy, oB-Ba JJst CIF;0 B nn{'ropma.nc 'r—p :

+ 0—2000° K. Coobu. [cM P/I(Xu\r 1973, 3B7..

T N— - LM Kmicnb(pcnbl v
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{ B233. Okitch Tpudropnaa xaopa. VI Terpadropok-
uxaopar (V)-amion, ClIFOZ, KoneGaTenbubie CnekTpot
~unospie koddpmumentol. €hriste Karl O, Cur-
Jtis E. C. Chlorine trifluonide oxide.-VI. The tetrafluoro-

“ oxychlorate (V) anion, CIF,O—. -Vibrational spectra and .

force constants. «Inorg. Chem.», 1972, 11, Ne 9, 2209—
2211 (aura.) g S _
Hccnenonanst UK-cnextpet 1 cnektpst KP Cs+CIF,0~ u
Rb*CIF,0-. Io amanorimt ¢ XeF,O n CIFs B cnekrpax
mafineifo 9 OCHOBHBIX - Kolefaimil, yKasLBAalOUHX Ha CHM-
aerpinio Cyp 751 amntoma. TIpeJUTOKQITLl OTHECRHIS ISt wac-

1972

TOT OCHOBHBIX KOJIeGAmil If TMPOBEJICH PACUeT HOPMANBHBIX -
xowreGamuit st ammoira CIF,O—. CunoBoit K03d. Auas Bau.
. kon. cpsian Cl=FO papen 9,13 maui/A, -uto coorBercTnyer -
OKHIAEMOMY L5l KOBAJICHTHOI mBoitHoil ¢BaAsu. Hecxonbko

MEHDIIAs BEJHUNNA 3TOTO CIJIOBOrO KO3(., ueM COOTB-lie-

_ ro ko3p. y CIFs0, moxer 6LiTh OObsiCliena OTpHIU. 3aps-
JIOM #a LEHTPaJbHOM aToMe XJopa. CimioBoit K03¢d. cBA3Y

Cl=F pasen 1,78 maui/A. Dto 3nayeliie COrIacyeTcs ¢ Mo-
neavio CIF;O—, maelouleil JBC Mapbl CCMH-IIONHBIX  TpeX-
LeHTPOBBIX YETLIPEX3JIEKTPOINLIX P-POB o-cpaseit Cl—F.

Coobut. III cu. mper. pe depar._——SI_M, Kumeasdem

.
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132855g Chlorine _trifluoride oxide. VI. Tetrafluorooxy- -
chlorate(V) a:nion, CIF,O-. Vibrational spectra and force cor{-t
stants. Christe, Karl O.; Curtis, E. C. (Rocketdyne Div. :
lg}c‘)rth' {g% 1}}‘(’3])‘“72?09&:]0&'}'3 C;moga}.l Park, Calif.). Inorg:
- ent. : s ng). The ir and Raman s
(Q:UJPM ) of Cs+ClF40“ and Rb*CIF,O~ were recorded. Nine fptfrféi
riental vibrations were obsd. consistent with a C structure
analogous t7 that of XeF0 and CIF;. An assignment of the
) fundamental vibrations is proposed and a modified valence force
.- field was caled. The bending in CIF,O~ is best described by a
. mainly covalent Cl1:O double bond and 2 semiionic 3-center, 4-
_electron p-p o CI-F bond pairs. *

- aa

O. A 197, 7 ¥ @
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132861f " Chlori e triﬂﬁ.t;ﬁde oxide. VII.‘ Diﬂuoroox_yémo-

ronium(V) cation, CIF,0+, Vibrat_iona] spectrum and force

constants. Christe, Karl O.; Curtis, E. C.; Schack, Carl. J.
(Rocketdyne Div., North Am. Rockwell Corp., Canoga Park,
Calif.). TInorg. Chem. 1972, 11(9), 2212-15 (Eng). The vibra.
tional spectra were recorded for the solid 1:1 adducts, CIF;0.BF,,

CIF;0.AsFs, and CIF;0.SbF;, and for CIF;0.BF; in HF soln, -

These spectra are entirely consistent with the ionic structures,
CIF,0*BF-, CIF:0*AsFs—, and CngO*Sng‘, resp. Six funda-
mental vibratjons were obsd. for CIF,0%, consistent with sym-
metry C,. The structure of CIF;0* can be derived from a tetra-
hedron with the ClI atom located at the center and with 2 F
atoms, 1 O atom, and 1 free-electron pair at the 4 corners. The
vibrational spectrum and structure of CIF,0+ closely resemble
those of isoelectronic SOF;. An assignment of the fundame tal
vibrations is proposed for CIF;0%, and a niodified valence force

field was caled. A mainly covalent bond model is considered

most likely for CIF,0*. ~ . "




+ :\"\ 75234, Okuch Tpiidopuna xaopa. VII. Kation amd- fg H
up 0 Jopokcuxmnoponus (V) CIF,0+. Konedateabnblit cnektp i *
7 t‘clmonue koadduupentsl, CHTiste Karl O, Cur-

tis E. C, Schack Carl.J. Chlorine trifluoride oxide..
. VIT The difluorgoxychloronium (V) cation, CIF0*. Vib-

mational spectrum and force constamts. «Inorg. Chem.»,
1972, 11, Ne 9, 2212—2215 (amurJ.) . :
Hccaenopanbl KoleGaTelbHble CNMEKTPBl | TB. ‘a1YyKTOR
.CIF;0-BF;, CIF;0-AsFg u CIF;0:SbFsu ClF;0-BF; B p-pe
"HF. CrexTpbl HaX0XATCA B COOTBCTCTBIH € HOHHOM CTPYK- °
@ .H; Vi) -nypoit coequirennit: ClF:0+.BF,~, CIF:0+-AsF¢~ . u CIF,-
«O+-SbFg—. B crnexrpax wariona CIF,0+ na6mogaercs B |
coorsercraif B ciMerpieit C, MICCTL OCHOBHBIX XKose6a-
auit. Kamwon CIF,0+, mo-pummMoymy, mpexcrasisier coGoit |
TCTPadAp C aTOMOM XI0PAa B UEHTPC ol HMCIOUHIl B Bepiu- -
s nax ama-aroma (Topa, aToM KHCJI0pPOAa H HENOICICHHYIO
mapy sackrponoB. KoaeGarenbuulit cnextp i CTPYKTypa
-CIF,0+ Gnuski mo_mapameTpay 11303exTpottioMy SO,F,. .
TlpoBeaeHLl OTHCOCHIIE OCHOBHBIX xoaeGanuit  CIF,0+ x
X "{ 9 ?3 ¢ pacucT HOPMAJbHBIX KomeGammil; KOJICOATCJbHBIM CICKTPAM -
¥ CIF,0+ yn0BIeTBOPSET MOACJb € KOBAJICHTHLIMII CBA3SIMIL .
N '¥_ _CooGut. VI cy. npet. pedepar. Pesoye .
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l:/ 146058j Microwave spectrum, structure, and nuclear quad-———

_fupole coupling constants of chloryl fluoride. Parent, C. R.;.

~.Gerry, M. C. L. (Dep. Chem., Univ. B.C., Vancouver, B.C.).—n
T, Chem. Soc., Chem. Commun. 1972, (5), 285-6 (Eng). The'

~ microwave spectrum of FClO: was recorded, and rqtati ——

. consts., principal moments—oT imertia, and nuclear quadrupole;

. - coupling consts. detd. for ¥F#ClO; and ¥F7CI*0;. The struc-.

ture of FCl0; was deduced, F-Cl and Cl-O being 1.664 and 1.434 .

—A, resp., and 0-CI-O and F-CI-O being 113.5 and 103.2° resp.,

—_—

‘
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/ 133156d _Chlorine trifluoride oxide. II. Photochemical syn-

MXW: thesis. Pilipovich, Donald; Rogers, H. H.: Wilson, R. D. -
(Rocketdyne Div., North Am. Rockwell Corp., Canoga Park,

CUHT Calif,). Inorg. Chem. 1972, 11(9), 2192-5 (Eng). - Chlorine tri-
fluoride oxide, CIF;0, was synthesized from several gaseous re-
action systems using uv activation. The fluorination of both
CIO;F and CIO;F, using CIF; or F; as fluorinating agents, gave
excellent yields of CIF;0. In addn., the direct photochem. syn-
thesis of CIF;0 from Cl, Ty, and O; was successfully achieved,
Other systems yielding CIF;0 were CIF;-O, and CIF-IF;0. At-
tempts to photochem. prep. either BrFsO from BrF; and 0, or
BrFy from BrFs + F; were unsuccessful. o

O A ANIFRTENLO @
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l;acuérb;-—é‘l62.li'3 l;iéfbnoni CCIl MO JIKAO.
Rode B. M, Engelbrecht A. LCAO MO SCF cal-

culations on ClOsFs. «C‘_hem. Phys. Lett.», 1972, 16, Ne 1, °

26—27 i(aHTJ1.) ¢

Merogom CCIT MO JIKAO B BazentHoM TpHGMIKeHH
[II1OT1/2 socnenosato 3jekrponHoe crpoerne CIOF; -8
xondHrypaunsx ¢ cummerpueit Dan, Cap u G, ¢ onTiIMHIa-
uHeili TEOMETPHH MPH HANOXKeHHH TpeGoBaHUA COXpaHenHs
cHMMeTpHH. PaccyHTaHbl SIEKTPOHHLIE M MOVIHbIE SHEeprHH,
SHEPDHH CBA3H, PABHOBECHAs TEOMETPHS, JUTOJBHBIE  0MO-
MEHTBI, 3apsJ0Bbie pacnpeneienns. HaunGoee craGuabHol
oxa3anach xoHgurypauus < cumsmerpHeit Cap, TpH  3TOM
HanGOAbLIHA BKAAX B CTaGHIN3aUMIO BHOCHT 3JIEKTPOHHAs

,oneprufi. B 9TOit KOH(HTYpauuH TepeHoc 3apsaa ¢ aroma
H

jCl Ha atomMst C H F aBasercs HanMeHbWwHM. - JIHNONbHLI

moyent oueen B 1,403 en. [Mebas. __ B. JI. JleGenen



Céo p . 5DB23. Pacyernt ClO;F; no merony MO JIKAO CCII.
2,,3 Rode B. M, Eng@¢Tbrccht A. LCAO MO SCF calcu-
lations on ClOzF;. «Chem. Phys. Lett», 1972, 16, Ne I,
) 26—27 (aura.) N
" ; B pawmkax mpubamxenus TIIIOTI/2 aetoxa MO JIKAO
CCIT ¢ papuauneil AJuH CBs3eil N BaJCHTHLIX YIVIOB pac-
CUITAHO 3cKTpoHHoe crpoehue Momekyaut ClO.F; (1) mas
BO3MOKULIX TPHIOH. GHNIPAMHIAMLHLIX CTPYKTYP CHMMeT-
. - put Dgn, Cap 1 Cs. BLIYHCICHL 31CKTPOHHBIC SHCPTIlH, MOJI-
HLIC SHCPTHH, SUCPTI CBA3M, pacnpeiesenie 37eKTPOHHOI
QJ. Ci?; « ¢ TJIOTHOCTH M AHNOJLHLIC MOMEHTH 151 BCEX KOHpoOpMaumit -
Haitnennstit nopsnok ycroitunBoctit Cop>Cs>Dsy 06bsicHey
" BKJaJ0M 3/CKTPOHHOIl 3Heprii (3Heprist sACPHOTO OTTa-
KHBaHHSI BO3pPacTacT B TOCJCAOBATCIbHOCTH Dap.>C,>C2,,),
Haittennas nanGosee ycroityusoii reomerpist Cyp OTBeuaer
npasiay Jlkuaaeenit (O NpeanouTHTCILHOCTH AKCHAJILHLIX |
MO3HUMIT B MIPAMIAALHLIX MOJCKYJaX 151 GoJee 31eKTpo- |
© OTpHUL. JIHTaiNoB — aToMOB (TOPa) M coraacyeres ¢ jam-
noivn_mo_HK-cnexrpay nas 1. _E. Ilycropopuy

. A1973. M S, i
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; | 1973

I « -
29450g Prediction of molecular structure. Hargittai, I.; .
“Mijlhoff, F. C. (Neth.). Chem. Weckbl. 1973, 69(27), 9-10 ——————
.(Neth).” The valence shell electron pair repulsion (VSEPR) |
/|~ theory was used to predict and explain the geometry of classes .
~ of inorg. compds. Application of t[\e VSEPR theory to CIOF;

POF;, SO,F,, P 1 d'YHy(Y = P
iscussed. o D.G.Qet ————r

|
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CLE0, ?

CLF, 0 ‘ -

Yy . 7b197.  Oxcudropuast xmopa. Christe Karl "O.,
Curtis Earl C, Wilson Richard D. Chlorine oxy-

fluorides. «7th Int. Symp. Fluorine Chem,, -Santa Cruz,

Calif., 1973». S. 1, s. a., Ne 1—25 1(anru.) -

. Uzyuennt MK- 11 KP-cnexrput \CE;,_Qi (I) 1 CIF.0,*
L &Dhﬁfp (I1). C wucrnosb3oBanueM AAHUBIX MO H30TONO3aMell. Mpo-
( I~ ° Bemeno oTHeceuile HACTOT i MPOBEACH PACYET HOPMAJBHBIX
xoacGaunit I w Il B MomupHUHPOBAHHOM BaJeHTHO-CHIO-

poyM nose. OGeyxaeno crpoenite. I u 11. A, _IT. Kyp6akoza -

&

2.5z @ PR




n 5+
uloyd'vq_

- J167954m Difluoroperchloryl cation, CIO;Fs*. Christe, Karl .

(S}

)
Cuk -

Nl

> reported for CIO;Fs*.

0.; Wilson, Richard D.; Curtis, E. C. (Rocketdyne Div.,

North Am. Rockwell, Canoga Park, Calif.). Inorg. Chem.
1973, 12(6), 1358-62 (Eng). The reaction of FCIO; with PtF,
yields a product contg. ClO:F2*PtFs~. A synthetic method is
described that converts this salt into ClO;F3*BF~ or ClO,F;*-
AsFe~. All 3 salts are stable at 25° and according to their ir,
Raman, and ¥F NMR spectra are ionic in both the solid state
and HF soln. The vibrational spectrum of CIO;F;* resembles
that of isoelectronic :I's, suggesting a pseudotetrahedral
structure of symmetry Ci;,. A modified valence force field is

A 197323 w2 ®

1973
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"24B5. Karuon midnopnepxnbpxm, ClOFo*+. Chris-

te Karl1 O, Wilson Richard D, Curtis E. C. The
difluoroperchloryl cation, ClO;Fs+. «Inorg. Chem.», 1973,
12, Ne 6, 1358—1362 (anra.) o .
~ IOna nonyuennst ClO:Fo*BF4~ (I) cmech ClOoF,+PfFs~
(1) u CIO.PtFg= (I11) oGpaGathiBator FNO, (IV) p te-

* yenne 48 uac, npu, —78° Ilpouecc omnucweiBaercst yp-Huey:
10:(V) -+ CIF0n (VI 4+ INO# e " hl:

H+ 1+ 1V—FC

npopearnposaswmit 1V oraeastor (paKUHOHHON KoHpeHca- -

wieit npy 1-pax ot —112 po —I196° pasmenuts cvecp V
i VI gpakuyonnoil xonxeHcauuei He yaaercst. Hanee cyecy,
Vi VI cmemnsaior ¢ BF; (VII), otoroxpatho meusior

1-py 0T —196 110 25° 1 3aTeM BEIEPKHBAIOT HECKObKO ya.
cos npu —78°. M30uitounnit VIIorromusior TOZ BaKyymom, a -
B ocraTke moayuaioT TB. Genwlit 1. Ilas momyuewns Geporg

1. ClO;Fo+AsFg— (VIII) cmewmnsaior I i AsF; (IX) npn

—196° p redaonoBOfi ammyse, cMechb BBUICPKHBAOT mpy

—78° 0,5 uac. w mpu'25° 1 wac. ITocae yraneins mpy 95>

neryunx VII i IX noaywaror VIIL 1L, VIIL i I yerofuypy
npi T-pe 25° n snepruuno paawmoneietrvior ¢ H,Q y opp
: - i -

73,4 2Y




{ HbIC AJIs KaTHOHOB

Sy

syt =

: 8-5.2;)11;.‘ B 6e3ﬁ011_n.‘ HF 1, Vil—i'..{iﬂl.i‘rp-ﬁ’ﬂxoTca‘-6&3.pa3:io-

e, TIoNydeHBl PEHTreHorpaMMbl nopowka I 1 VI,
npHBCACHBl HX 3laUeHus J 1 d. 1 xpucraaansyercs B pod-
Gy, CHHrONHII ¢ TlapaMeTpaMH pelueTkH a 545; b 7,23 u ¢

13 A; Z=4. TTonyyeHbl CHEKTPHI JIMP ¥F 1, vil u I8 -

p-pax HF; yCTaHoBJEHO, UTO xapakTep CnekTpa cylecTBeH-

1O YCAOXKHSACTCA € TOHHKEHHEM T-put, TToayuenst H o6CyK- .

ety UK- n KP-cnexrpet I, VIII u 11 B p-pe HF. Haitge-
1O, UTO CMEKTPbl COAEPHKAT MoJ0CHl TIOMVIOLEHHS xapaxTep-
BF,-, AsFs~ u PtFsT. M 1enTHYHOCTD

" cnextpa KP past TB. I u ero p-paBHFBconoxynHocm c

JAHHBIMH ﬂMP-cnempocxomm 1103B0JIAET YTBEPHKAATD) 4To
I sipasieTCsl HOHIBIM COGLHHEHIEM. Ko_:x_eégxegg,_gﬂg CTEKTpbl
annona ClO.Fot ouelb GAH3KH TAKOBBIM A5 H303J1eKTpOoH*
1oro SO2Fp 1 10380aA10T NPEANONOKHTb AN nepBOro nces:

JoTeTparonanbuylo CTPYKTYpY CHMMETpHIl ~2v- W3 cnek-
TpOCKOMHY. JAaHHBIX paccunTannl Ciziobie nocrosuupe AT
KaTHOHA ClOzF2t. .- e en BT Jl. B. HpoGoT .

s PSS \

v 3
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3 1364. JByoKichb Tpex)TopHCTOro XJaopa. KoseGa-
TeJbHBIIT CNeKTp, CHJIOBbIE MOCTOSAHHBIE H TCPMOAMHAMHYe-
ckine csoiictBa. Christe Karl O, Curtis E. C.

P

———

Chlorine trifluoride dioxide. Vibrational spectrum, for- °

ce constants, and thermodynamic properties. «<Inorg, '

Chem.», 1973, 12, Ne 10, 2245—2251 (anurJa.)

IMoayyensl cmekTpL! KoMG. pac. rasgoGpasHoro y XKHL-
xoro_ CIF;0p, a Takxke cro MK-cnekTprl-- Nornotiewig
(250—4000 ch~!) B ra3ooGpasHOM, , XKHIKOM COCTOMMAY
B Matpuue u3 Np. B npeanosoxenmin cuMMerpun C,, pyy.
nosHeHo oTHecenue 12 dynmaMeHTaabubIX KoseGan
MOJIGKYJILI; PUCCHNTAHb 3HAUGHHA CHMOBEIX  MOCTOsmmypy,
Tlpupeneinbl BeHUIHbL TEPMOAHHAMIN. NapaMetpos CIF,0,.
Bubm. 26, .. T et e, ' C. o. B,

e _ L e o
| B B e
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cBoiictBa. Christe Karl O, Curtis E. C. Chlorine

(" 8 5222. Jlsyoknuch Tpexdropucroro xsopa. KoaeGareas-
3 5, ke CMeKTpbl, CHAOBHIC NMOCTOSNNBIC W TEpMOAMHAMHYCCKHE

..

-

el
Euad. he-€r

,%(

trifluoride dioxide. Vibrational spectrum, force constants,

and thermodynamic .properties. «Inorg. Chem.», 1973, 12,

Ne 10, 2245—2251 (amra.) _
Uccnenosanst UK-cnektps (250—4000 cm—!') rasoo6pas-

noro, TB. 1 Matpuuno-usoauposannoro CIF30: (1) n cmext- -

» pot KP ra3o06pasHoro # JKHIKOro I. B cnexrpax Ha6.Jioxa-
jotcst Bee 12 ocHOBHBEIX KoJebaumit I, necatb H3 K-pHX, Kak
Minumyn™, aktushbt 1 B HK- 1 cnekrpax KP, npuuenm 4 nan
.5 nunuit KP noaspu3oBanbl. JTO No3possieT npunucats I
cTpykTypY Czo. O 5TOil CTPYKTYpE CBHAETEJLCTBYIOT H OT-
HOCHT. HHTEHCHBHOCTH mosoc u uactothl Bat. xoa. CFp, a
Tak)Xe CpaBHeHie C APYTHMH B-BaMH, HMEIOLIHMH TAKYIO iKe
reometpnio. Ha ocuoBe cTpykTyphl C2s NPENJIOKEHO OTHe-
cenne HaGaonaemux yactor B MK- u cnexrpax KP (c ne-
T0JIb30BAHHEM JMAHHBIX | UO"KOHTi’pa:“ UK-nonioc rasa u Mart-

gy 8PP




[

puutoro HK-cnekrpa). Boablnyio muTencHBHOCTS nONOCH V3
(A1) B cnextpe KP o06bsicHsIOT B3aHMOZENICTBHEM 3TOTO
KosieGannst ¢ vz (A;), 6auskuM no yacrore. BoluncaeHsl cH-

7IOBLle TOCTOSANHEIE CBSI3eit 1t TePMOAHHAMHY. CB-Ba Jinia 06-
71acth 1-p 0—2000°K. OGeyxnaercs sAeKTponnas CTPyKTypa
cBsidell B I. HeanaunTedblille CABHMI YacToT B CIIeKTpax:
KOHACHCHPOBAHHEIX ()a3 MO CPaBHEHHIO €O CNEKTPaMH raso-

06pa3sHOrO i MaTPHUHO-H30IHPOBAHHONO 06Pa3UOB yKa3biBa-

10T Ha c.naﬁy}o accolHanHIo B KOHIEHCHPOBaHHBIX q)aaax_.
s ... A. B. Mocrosoit




1973

CLF,0,

-} 120028t Chlorine trifluoride dioxide. Vibrational spectrum,
brce constants, and thermodynamic properties. Christie, g
o “Karl O.; Curtis, E. C. (Rocketdyne Div., Rockwell Int., -
v Canoga Park, Calif.). Imorg. Chem. 1973, 12(10), 2245-51 h
(Eng). The ir spectra of gaseous, solid, and matrix-isolated ,

CIF:Q; and the Raman spectra of gaseous and liq. CIF;0; are |

- e %) -reported. Twelve fundamental vibrations were obsd., con-
' . q . sistent with a structure of symmetry C:.. A modified valence I
force field and thermodn. properties were computed for CIF;0,. |

s &) 9%
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X. 1979
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9( oM . nzoanposanuoil B Ar-matpuue, nocie 0GAyuCHHS CBETOM

PPN~y f9FY

19 b284. & Marpuunpii  cnektp HudpakpacHoro mnorio- )
’)melmn__,u koneGatenbnblii anaans npomexkyroutoro FCIO.!
/Andrews Lester, Chi Frank K, Arkell AT+
) fred. Matrix infrared speclrum and vibrational analysis;

of the FCIO intermediate. «J. Amer. Chem. Soc.», 1974}
96, Ne 7, 1997—2000 (aura.) ) %
» Havepenst cnextpoi  MK-norsomeuns * cyect CIF+0s,:

y Hg-naMnpr  BLICOKOTO  A@BJieHilst (A=2200—3600 A). B
HK-cnexkTpe 0Gnapy:Kcllo TNOfBIEiie HOBLIX N0J0C MOIO-|
aienns 1038, 593 1 315 cM~!, K-pble OTHECEHbl K KOJ. 00- :
pasyiomerocst FCIO () vi, vz i. Vs, COOTB. B cnektpe:
Jo6uapyxken takke FClOz, SIBJSTIOLLHIICS. TIPOAYKTOM JaJib-,
neittero npespamenisi 1 no cxeme: FCIO+0--FCIO, nn

FCl+0;>FClO,. B paGore mncnoib3osancs usoron O,
[Tpoexelt pacueT HOPMaJbHBIX KO I. Oas pacyera mc-

nonb3opanbl caed. reomerpuy. napamerprt It rFCI=1,80 A, -
rCl—0=1,57 A 1 <FClO=120°. Omveueno, ut0 vei—o I

fio mactoTe BHlle Vei—o B csodoanoy paauxane ClO, uro
CBSI3LIBACTCS € BAINSINEM  3JCKTPOOTPHUATEILIIOTO aToMa
F, nOHIZKAIONIero JCKTPOHIYIO MAOTHOCTL 11d ¢dparmente
clo. ; R T. Kysbsui

a}{@ 8 -7803
age 89 . |




reed -1 -2y 7

*«5"??03

10 10T i avne s
i % 138921j Matrix infrared spectrum and vibraticnal uulysu of
-the chlorosyl fiuoride intermediate. _Andrews, Lester; Chj,
t Frank K.; Arkell, Alfred (Chem. Dep., Univ. Virginia, Char’ "
lottesville, Va.). J. Amer. Ciem. Soc. 1974,.96(7), 19972000
* (Eng). Photolysis of Ar matrix samples contg. CIF and O; with -
oo -2200-3600-A radiation prodiiced new absorptions at 1038, 593,
» and 315 cm ™! which were assigned to the new F ]_(Ln_ntermednale
Secondary reactions produced thie known FCIO; mot.

) = species.
d/'_ .‘. 0 3 The obsd. Cl and O isotopic frequencies and band intensities

.identified isolated F-CI and ‘a-o stretching modee \Ahxch defined
U.K. ,.uaquq &

the F-CI-O structural arrangement..
C.H-197¢ L0/

O _M'/
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Ph, 11/-4, Ch - .. 40534 0,‘(‘ a &_\_ /é’ 7—

_Iio';lzen..ﬁ:.-_ Huy T, Bui, C:i:det A., Charpin
P,, Rousson !, Adducts ‘of chlorine oxide -
trifluoride with group V eiement'peﬁfaf;
luorides. utructurnl study of the hexqf-
luoro anions. :
"Inorg. Chem,", 1974, 13, N 3, 690-695

’ ~ (aHpy,) - -
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! Clark R. J,u,. Tllestad O. Moot
, ihe va pour phasc Raman 5pectra Raman band
contour. onalyscog Coriolls counlino conn—~

tansts, amd c-species force cons stant s Tor.
the molccules HCr CTOI‘39 BrCF~, and’. ICI‘3

"ilol.Phys." ;1975, 30 16, 1090-1911
" "7 (am, |
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14e1,Ch,TC : ‘

k p. ’70420 50
R., Pound Ge. Marshall. Thermod.ynamics
and structure of’ hyd.rated halide and al-
xali ions. "Papaday Discuss. Chem. Soc."'
1976, N 61, G4l o Discuss., 63-76
- (prrRg) o
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Ceo, %~ o
: )
* 10 B172. Cpeaise aMmauTyasl  KoJdeGaHuit  aHmoHa
Ll0.F,~. Baran Enrique J. Mittlere Schwingungs
amplituden des ClO,F;~-Anions. Kurze Mitt. «Monatsch. |
Chem.», 1976, 107, Ne 6, 1303—1305 (mem.; pe3. aura). !
v Paccunttanet  cpefuie  aMIIMTYAB KoaeGamuit  Jiona,
CIOoF2~ u3 JaHubIX TIO WACTOTaM KoJeGaHHil € NOMOMIbIO:
& /Z(ce MeToda «XapaxTepicTHu. KoJsebGanuit»., Iloayuennsie 3nave-:
HHS COMOCTABJCHEL €O CP. . aMJHTYXaMil KoJcGanuiy :Lp.:
Al Jr lee ], MOTCK. dparseiiton, conepmamix casizi CI—O u Cl_F.
, PesyabraTst pacuera ofeyzcacubl @ TepMumax cB-p cBsizel
/(C’d.'_ £ 49;'\10.%;(\".11,4: BHyTPHranorenusivi_csasayu. 10. H. Maxvenko,

i

.r‘cl, //;.&/V/a

/
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[gﬂz JZ; — | 79%6

K 809: :'Jh Mecan amplitudes of vibration of the Cl0:F2
“anion. Baran, Fnrique J. (Fac. Cienc. Ixactas, Univ.Nae. Ta
llnln. l..n l’l.nl.n. Argent.). Monatsh. Chem. 1976, 107(6),

1403-5 (Ger). The mean amplitudes of vibration of the C I();Pz.
anion mre caled. by using known spectmscoplc data. The
results are briefly discussed and comparisons are made with
ulher species conty. (‘l -0 :md Ll F lmm] &

CAHGFE T /R




e o 2 o - WA ST AR

_ch, fc\ &Fa

\ |
\Q
Si

58811&

i

o~ xf'wm e

s \),‘9*6 /2?35

Wilson R. Doy Goldw-

E
-
O]
<t
@
P\‘x
O

— e e @ L6

berg I. B.}uome oBLfvatlons on the reage
tion chemlutry o; [dioxygenyl salts and
on the blLe and purple compounds belln- 
" ved -to be C¢1302. 'J.. Fluor. Chem.",

1976, '7, N 5, 543 549 (aHri.)
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C.RIT
Unstable 1nterrediates

FGlot, and C1f..
/—\

71-“3“ (am'n.)

- ~achus ngmond S., oymons Dartyn

Part CLXII Elect-
{'ron spin resonance. studies of ClOCl+ ’ :

Chenuuoc Dalton Trans. ,1976 N 5,
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D.4 B16 JI. ~ Mayiieune CTPOCHHA HEKOTOPBIX OKCO(HTOPH-
BoB ranorenon, Tantot Georges. Etude structurale
.de quelques dérivés oxyfluorés des halogénes. Thése doct.
.sci. phys. Univ.. Pierre et Marie CurieParis, 1976. 229 p.,
ill. (dpanwm.) - o : o
 Meroxavu MK- o KP-cmexrpockonun, SIMP (F¥, OY),
Jpentrenoropaduy, aupaKUHH HelTpoIaMH Ha ocnoae"réop..
pacueToB. H3ydyeHbl OKCODTOPHAb ranorenos. Coexiienne
CIO.F (I) uMeer nupaMuAajbHOE CTPOCHEE B KMAK, ras.
M TB. COCTOSIHHSX, IPHUEM B mzax.-}%mm‘l‘ acco->
WItHpOBaii ~3d cuer 00pa3oBaHid JAOHIBHEN TOAAMCPOB;
s TB. Gaspl 1 ompene/ieHE! CHHTOHHS H Bepositias . Arp'
Hccaeposannt kamwon ClOo*, amuonst ClOzFo~ u BrQ,F -
‘a Taxxe coeauneriss_CIOFa (1) u CIO:F (1]I). y(:'l‘aHCz\B:
aeno, wro aas Il u 11l OTCYTCTBYIOT TipeBpaulciua B 1p
.cocrosun 1 Il accounnpoBan B KHIK. (ase (HPOBeaeuz;
TOJIHKO KAUCCTB, OLeHKa). TCOP. PACUCTH KaCaumiCh reover
"atoekyd B pamkax Meroaa . JIKAO-MO ¢ vuerom no,lxgm;‘
MCTOLA OTTANKHBANHS BAJGHTHBIX 3JKTPOHHEIX map. nno.l
JlyueHA XOpOWIAst KOppeNsuHs € SKCMCDHM. nammbivi, Ha
OCHOBE 3TOr0 BHICKA3aHO MPCANOJIOKCHHE O CyllecTBOBammy

3t BO3MOKKOCTH moayyenist yacTH. BrOF;

! , BrOF,-, BrOF,-
Biofaw S0P~ " " P'A T



Tops  pmrceu L0070 797

.14 B44. " "Bosblune NONpaBkH .K Teopeme Kynmeuca H
'.He3MﬂHpH‘lCCKHﬁ pacyer noTeHUHAJOB HOHH3AUHH Adas

~ FOCH FOClI'u Cl0. Chong D.'P, Herring F. G,
t# Takahata Y. Prediction of large corrections to Koop-
mans’ theorem and the ab initio vertical ionization po-
tentials of HOCI, FOCI and Cl:O. «J. Electron. Spect-
tosc. and Relat. Phenom.», 1978, 13, Ne 1, 39—47

. {(anra. : .
y(/éf VM}(‘ ( ﬂonmano, yro Hajnynwe B MosekyJaax HOCI, FOCI y

r €10 (rakxe xak M B H3yuennsix panee FO u HOF) nus. °
KoOMEKAULHX BHPTYAJBLHBIX C-OpPOHTajcH NPHBOAHT K GOJb-.
quiM nonpaskaM K TeopeMme Kynmenca mas motenumanop
somnzawuy (MIM) ¢ s-ypoBneli. Takas e cutyauus cmpa-
peaausa i aas JIM ¢ o-yposucit. Berunciaennte B pawvkax
.TcOpHH BO3MYIUeHHit 2-r0 1 3-ro TOPSNKOB Mompasky g
~reopeMe: Kynmenca y/yullalor 3uaYeHHS . BepTHKAbHuy

TIU nas moackyant CL,O B cpeanem na 1,0—1,5 38, iy
@ ©OCTaJbHBIX CHCTEM BBLIUHCJCHHBIE T. 0oGp. SHauenns [TY
2., v 74444
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— 88:96846w Vibrational spectra and force ficlds of the
ﬂ/z ;2 / tetrafluorooxohalate(V) anions tctrnl’luorooxochloratc(l-)
'd tetrafluorooxobromate, and tetrafluorooxoiodate. Christe
—— Karl O; Wilson, Richard D.; Curtis, E. C.; Kuhlmann, Werne
y JL ﬂ Sawodny, Wolfgang (Rocketdyne Div., Rockwell Int., Canopa
4 Park, Cali). Inorg. Chem. 1978, 17(3), 533-8 (Eni:
Improved syntheses are described for B:ﬁo;nnd IF.0- sali.
and their vibrational spectra are reported.” The spectra s{'
CsBrF40 are simpler than those previously reported for KB:F?)
5 } f—and thus allow more reliable assignments. For comparison t‘h
W(//n , low-temp. Raman spectrum of CsCIF4O has also been record de
Normal-coordinate analyses have been carried out for teh'
CIF40-, BrF4O-, and IF.O- anions and are compared to those o?

& O

the structurattyTetaled HAIF«- ations and HAIFs mols, and
oA, 1AL AT

_those of XeFu, XeF40, and_XecFs+.
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N t/ L \ 22 B214. Cpepune amMnautyas Koaedauuii TeTpadrop-
1 \) kcoranatr (V) ammomos: CIF,O-, BrFsO— n JF,0-.
/ ” ” aran E. J. Mittlere -Sthwinigungsamplituden—der
JA 7{,/ [ X Tetrafluorooxohalat  (V)-Anione: CIF,0—, BrF,O- und
“WF;0-. «Monatsh. Chem.», 1979, 110, Ne 3, 715—719

~f T .— . “(Hem.; pe3. aHru.)
. / / ‘ [ BuiuHCJeHH CpeAHHe aMIVIHTYAB  KoJeGaHHH  HoHOB
/ O- (X=Cl, Br, J) B munrepsase T1-p 0—1000 K.

4
Z,Z:(IGIIH- ammantyas csaseit X—O (X=Cl u Br) uwmeior
MpHMEpHO Te JKe  3HAueHHs, uTO BHIMHCJCHHBIC paHee
5 - coorp-mue Beanununl B Mojekyaax CIO;F u BrOoF, xors
4 )cnnoaue nocrosinusie cpsaseit X—O B XOF u XF,0-
}‘,l. ' é, /ROBOTILHO (c: gcnergxl% azanualorcst. XOTS CHJIOBast mo-
q4r o/ Jpr fcrosunas Cl—O B 4 CYLIECTBEHHO BHIIE, YeM mpy
vy A Kty XoBr u X=J (9,38 6,70 u 6,56 mumu/A coots.), R
/ , BeTCTBYIOLIHE CPEfHHe AMIIHTYLH KoseGannit npHMepHo

“onunakopu. CpejlHe AMIIMTYAB  KojeGammit  cBsgeii
@ e

» X—F G6au3KH K COQTB-IMM 3HAYCHHAM B anHOHAX XF~
Ay vl




“n XFy~, Bo Beex Tpex psgax. aHHONOB HAGNORacTCs CHD-
Has T-pHast ‘3aBHCHMOCTD CPCAH. AMIJIHTYR KosebaHHIl
—F. B nccaenosannom psARy aunonos XF,O- ¢ ypeanve-.’
HHEM aT. Beca wLeHTpaJbHOro aToMa Habmonaercs poct
CHIOBLIX  mocTOstHHBIX  X—F W cHmKene aMIVIHTY /B |
COOTB-IUHX KoJeGaHHil. AMIVINTYAH HeCBS3aiHLX «KOpOT-|*
kix» nap F...F (yron 90°) smue, uem COOT3-1IHe 3Haye-
HHA 18 «pnunnbix> map  (yroa 180°); B 1-M cayuae
BEIHUHHBL coryacyloTess ¢ AaHHBIMH 110 XFi—, Bo 2-M—c¢
pesyabratamn no XF,-. Amnintynst F...O npakTHueckn
He .".3‘!'?!*.8*9.7.0_’!.1111&._“3MC“e",{'ﬂ_ X.

®



’ ‘ P s /]\/
égf/y ﬂ
91: 81157k Mecan vibration amplitudes of tetrafluoroox=

— —~—
e . ohalate(V) anions: CIF{O-, BrFi.0- and IF0-

ﬂiﬂ?l{/ﬂ Enrique 1. (Fac. Cienc, Exactas, Univ. Nac. La Plata, l{?():(l)”}nt{
Plata, Argent.). Monatsh., Chem. 1979, 110(3), 715-19 (Ge;)

Y - -- Mean amylitudes of vibration of the title anions were caled, in

J./?/ﬂ ) the temp. range between 0 and 1000 K, using recently re or'tlg
¢ spectroscopic data. The results are briefly discussed an qoe i
comparisons with related specics are made.” —
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fw F 198/
-3 ) 3 B1175. © Macc-cnexTpomeTpHueckoe onpeseaenne Tep-
& “ MOXHMMYECKHX XapaKTepHCTHK XJop-, ¢Top-, Kucaopos-,
. [ A30TCOAEPXAWNX ra3000pa3HbX  MOJEKYJ H PajHKANO0B,
/ b, Banyes A, B, Topoxos J. H, Pocoxos-
. ckiuit B, §I. «12-ii Mengences. c¢be3n no obur. NPHK.I.
xmMin. Ped. qoka. 1 coobut. Ne 3». M., 1981, 198
Macc-cncxrpo.\xcrplgeéxligléugrogloo\r}: uargpcng IHTAND-
7 mn o6pasosauist ClO3F, oF, ; ﬁ E, sackr-
/48 POHHOC  CPOJCTBO o C[E, CIFs, o) » ClO.F, CIOF,
A f) ) ClO;, ClO,, OF,CII\(‘)I-:. CIIE)Q' noorlg:uu;\}z}i_m nonnsauny ClO5F, -
CIOzF, CIOF, 3, 2, , SHEpruil  paspmuipa
cn3nn F—ClO; F=CIO,, F—CIO, O—CIO;F, O—CplOF,
0,0—CIOF, OF—CI0,, OF—CIO, OF—CI, OF—0, O—F,
F—C[F4, F-——CIF;;, F—CIF’_’. F—Cle FZN—NFQ, F2N2‘F2,
/\ F3;N.—F, F—NF,, F—F, F—N. H3 pesione

HQ ’ Cul- Ha Qiﬁlﬁe
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© 2]1630. OGoGuennoe BajeHTHOe CHJIOBOE MOJe mep-

xaopuapropraa. The general valence force field of per--

chloryl fluoride. Christe K. O. L, :Curtis E..C,

Sawodny W, Hiartner H, Fogarasi G. «Spect-

rochim. acta», 1981, A37, Ne 7,'549—556 "(anra.) :

[Monyuenn HK-cnektput (1300—400 cm—1) Ta3006pa3unx

p\ J{ ﬂ moaekyn FCIO; (I) un monekya I, m3omupoBanubix B Mmart-
L m) punax Ne, No n Ar mpn t-pe 6 K. C yueroMm ,u3oromyy.
/ . cmemennst yactor xosaeGannit 1 (3CI—¥Cl) nposegen xo-
@‘Zﬂ '40[}”[ ) JedaTeabiblit aHAJAH3 CNEKTPOB l.u_ Boruncaensl  anavenps
KOHCTAHT KODHOJNCOBA B3aNMONCHCTBHS psifa KoseGanpj

I. Mergiom ab inifio BMNOMHEH PAacyeT KOHCTAaHT  pay,

craosoro noas 1. IMoxasano, uto Koaebamus v, y vy 1

MOryT OBITh TMPEACTaBJEHLl B BHAE aCHM. H CHM. Ko.wﬁxma-f

unit Baa, xoa. cssisu Cl—F u aed. xon. rpymnut ClO; coor.

D /544, 18 XL .



BercTBeHHO. OGeysaens mapameTpbl 13 Mogeseit CHIOBOTO
noas I. Ormeueno sddektiBHOe B3anMojeicTBHE Koaeba-
‘Huit B . 3HaueHHs CHJOBLIX  MOCTOSHHDLIX KOBAJEHTHBIX
-cBsizejt CI—F 1. Cl=0 B I cocrapasior 9,76 n 3,49 muun/A
_coorserctsenno. Bu6n. 47, . M. B. A.



| Ommitek 13468 | 798/

FLids

Masegaa 4, Willeoms F
ompgeny= - - Hman - Chem - F0C, 7971,
f* 103, Fos51- 7057 -
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f 94: 214896m Polarity and polarizability of some perchloryl
compounds. Vereshchagin, A. N.; Vigalok, I V.; Aleksandrova,
’ L. K. Petrova, G. G. (Inst. Org, Fiz. Khim. im, Arbuzova,
//617 Kazan, USSR). [lzv. Akad. Nauk ngSR. Ser. Khim. 1981, 2),
’ 257-61  (Russ). Dipole moments, 4, and polarizabilities of :
/ 2277 FClOs, perchlorglbenzene, m-nitroperchlorylbenzene, and m-=
/7,&,;/.,; 54’/ aminoperchlorylbenzene were detd. The p value of FCIO; in
CCls soln. differs from that in gas phase, The polarizability
_,(4@(/:‘/55 ellipsoids of FClOs, perchlorylbenzene, and C-ClOs group were

glso detd.

<

e

OA. 1981 897 A6




0, F /982
j/ﬁ/aafnza/z Fron M,
Badile Louis Y et al.

Vo Inoeg. Chem. 1982, 44 (3)
290/ 250Y.
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5b237. Iepxnopat ¢ropa. KoaeGaTeabHbie cnexktpu,

CHJOBOE MnoJe M TepMoAHHamHuecKHe cBoiicTBa. Fluorine

perchlorale. Vibralional spectra, force field, and thermo-

dynamic properties. Christe Karl O, Curtis E. C.

«Inorg. Chem.», 1982, 21, Ne 8, 2938—2945 (amra) .

o - Wamepenst HK-cnexrpn nornomenns (200—4000 cm-!).
L W Mf/ﬂ ClO;0F_8 rasooGpa3noM H TB. COCTOSHHAX 'H H30JHPOBaH-
] noro B Ne n N matpuuax, a takxe cnektpol KP xuax.
CIC;0OF u p-pa ero B HF (Art nasep, 4880 A). Onpe-

AeneHbl Bce 12 (yHAaMeHTaJbHLIX YacTOT KoneGauuit mo-

qexyabt (cummeTpusi Cs). 3navenHa yactor (B cm—!): ko-

neGanua cummerpun A’—vy  (acum. ClOs, 'r) =1302, . v,

(cum. ClO;, r) =1049, vs (O—F, D) =885, v, (CI—0, R) =

=677, vs (ClOs med. 3out.) =599, vs (8 acum. ClO;, o) =.

/ =529, v7 (6 B naock. ClOs, ) =379 vs (6 B naock. CIOF,

X y) =230; xoneGamusi cumetpun A”—vg (acum. ClO;, r) =

=1295, vjo (8 acum. ClOs, @) =563, vi; (6 Buena. ClO;,

X. /455/!_19/ /\/‘-(13);385' vip (1, Cl—OX)=127. B cnextpax mnaGaionancs



neavlii psjg oGepTOHOB M COCTABHBIX MOJIOC, Y MHOTHX IoO-
Jloc obHapysKeHO H30TONHOE paculensenyne no XJopy (zo.
14,5 cm~'). Tlonyuennnie pe3yabTaThl COMOCTABJSIOTCS C
yacrotami KoJaeGannii monexyn FCIQ,;, HCIOs, DCIO,,
Clg;QCl, Cl,0;, CIO;0Br, CF;0F. Paccyntannl # AaHbl
NpHBEAEHHBIC N0 CHMMCTpPIH CHJIOBLIE MOCTOSHHBIE 4 Pac-
npejeJeHiic MOTCHIIAJBHOIN 3HEPrHi MO0 HOPMaJbHLIM KO-
opAHHATaM. 3HAUCHHS BHYTPEHHHX CHJOBBIX MOCTOSHHBIX::
f"=gy521 fl’l‘=_010]| fR=2138y fD=3,511 er=0,09 (B
Man/A); fa—ffae=1,62 (A’) u 1,55 (A”), fr—/fpr=1,54
}A’) u 1,21 (A7), [1=0,99, fep—fop'=02 (8 man A/pan?)
ra—fra'=0,27, fre—frp'=0,35, fra=0,218 (8 mau/paxn).

Hawmepenst F SIMP cnextput ClQiQF, Bwlusicientl TepMo-
annamuy, ¢ynsnus CIO;F (ra3) u C°,, —(FOr—H%)]T,
Slay Hlr—H ang T=0-2000 K. -B. M. Kos6a,

ATDs
DOB
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WL crutmp

[ nmuce /979 1962

" 97: 63311a Tine perchlorate. Vibrational specira,
force ficld, and thermodynamic properties. Christe, ixa:l O.;
Curtis, E. C. (Rockwell Int. Corp., Canoga Park, CA 91504
USA). Inorg. Chem. 1982, 21(8), 2938-45 (Eng). IR spectra of
gascous, solid, and matrix-isolated ClIOsOF and Raman spectra
of liq. ClO;OF are reported. All 12 fundamental vibrations
expected for the covalent perchlorate structure of symmetry C,
were obsd. and assigned. A modified valence force field was
computed for Cl0s0} by using the obsd. 3:Cl-37Cl isotopic shifts,
symmetry relations between the &' and the A" block, and the
off-diagonal symmetry force consts. of the closely related FCIO,
mol. as constraints. Previous assignments for ClO.0CL, ClO:08Br,
Cl0.0CFa, Cla07, and Cl:0z are revised. The #F NMRK spectrum
of ClOa0N was recorded, and thermodn. properties were computed
in the range 0-2000 K. . o -

X

C A 964,974 v




000 Ofg)(mepnasy- - st
o ;ﬂ/: (k) inepiugy. fp -1



LOE0 /922

Dhimeer 13439

12 B118. Crpoenue B razoBoii ¢aze XJIOPTPH(HTOPOKCH-
a CIF;0. Oberhammer H, Christe K. O. Gas-
phase structure of chlorine trifluoride  oxide, CIF;0.
«Inorg. Chem.», 1982, 21, Ne 1, 273—275 (aurn.) )

DuekTpoHOrpauyecKHM  MCTONOM B ras. dase H3yueHo
crpoenyie’ CIF;0, pMerouero crpoenite HCKaXeHHOM TPHIOH,

Zw . ‘GHMHPaMH AL CJel. FCOMETPHY.  NMapaMeTpaMm: JJIHHL .
/  cesseit_(A) Cl=I0 1,405, Cl—Faxa 1,603, Cl—F, . 1713:
yrast OClFaxn  108,9°, FaxnClFaxe 87,9°, FaxcClO 94,7°,
WW%& OGcykaeHbl cTepHY. 3Q(EKTH OTTaNKHBAHHS B 3KB. i aKc,
HaMPaBJICHHAX MexJAy JBONHON CBfA3BIO H HeMmOJeNeHHO
3JIEKTDOHHOI napoit XJopa. .. ... C. C. Bykanos

X 962,19, 1 R. 1
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, 984
ommiee 13979 95

06: 41330h Gas-phase structure of chlorine trifluoride
‘oxide, CIF30. Oberhammer, Heinz; Christe, Karl O. (Inst.
Phys. Theor. Chem., Univ. Tuebingen, 7400 Tuebingen, Fed.
Rep. Ger.). Inorg. Chem. 1982, 21(1), 273-5 (Eng). The mol.
structure of CIF30 was studied by gas electron diffraction. The
mol. is trigonal bipyramid with the following geometric parameters;
bond lengths Cl-0 1.405(3), Cl-F.'1.60%(3), Cl-F. 1.713(3) A;
bond nngﬁes 1F.CIO 108.9(0.9), F.CIF. 87.9(1.2), ¥.ClO 94.7(2.0)°,
Steric repulsion effects in equatorial and axial directi :
double bond and the lone electron pair of chlorincegxt'zog?sgg; 't}ée
The position of the lone pair was derived from the ab inbi'iio'

calens. N — o Je 49 o

C.A 1981 96 N6,
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7b1096. Ab initio pacuer cuioBnbix mnoseit y wactor
rapMOHHUECKHX  KoneGanuit usomepos CIOF u FCJQ,
Mepwun_ B. JI, Yapkun O. II, Cepruenxo B, H,
Kouaps E. B. «IIpumenenue Koae6ar. CeKTPOB K
MCCHe/l, HeOpraH. i - KOOpAHHAL. coemuH. 10 .Bcec. uayy,
copent. Te3. poxka.» B. m., 1985, 256
" HesMnupHYCCKHM metonom CCIT B aByxakcmonentioy
GasHce TrayccOBCKHX (YHKILHIl ¢ BKJIIOYCHHEM

noJisipHaay,
' ¢yukunn Ha atome Cl uccieloBaHa NOTeHUMAMbHas s

/ Z[l/ neperpynnuposki CIOF—FCIO. OcHoBHuM siBasieTcs y30.
MW Jmep CIOF. Ha ~27 xkaj/MOJb BHIe JICKHT KOHOHrypa-
. upsg FCIO. [Inst OoCHOBHOrO H 5036y>x11e}moro' H30Mepop

J dg— ‘paccunTanbl KoneGat. cnekTphl. M3omepH paspenenst pgco.

/ KHM TOTeHUHaJbHBIM GapbepoM, Bepluiie K-poro OTBeuaer

] . 3 pesiome

LHKJHY., cmymyia (prci0o~70°)

X, 1986, 19, N7
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108; 176165v Lnsor excited Raman spectrum and vibrational
analyain of sulfuryl chloride fluoride. - Mohan, S.:  Payami,
Feridoun; Kultiappan, P, (Coll. Eng., Anna Univ., Madras, 600 025
India)," Indian J. Pure Appl. Phys. 1988, 2G(2-3), 81-2 (Eng).
0:I'Cl was prepd, and its laser Raman spectrum-was recorded on a
Cnry muodel 82 grating spectrophotometer with an Ar+ Jager source,
Tho obad. frequencies were assigned to the various modes of
vibrations in terms of fundamentals and combinations assuming C,
point group symmetry, A vibrational anal. was carried out using
gencral quadratic valance (orcc_fnc_[d. The results are discussed.
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in the framework of the MP2 methed.

/900

114: 1717099 Ab “initio study of the isomerization in the
system fluorm_c chlorine oxide . (FC10)-fluorine oxychiloride
(l‘(_)Cl). qushm, V. L.; Boldyrev, A. L; Charkin, Q. P, (Inst.;
Khim., Vladivostok, USSR). Zh. Strukt. Khim. 1990, 31(4), 8—1111
(Russ). The isomer configurations, and the transition-state cyclic
configutaiion for intramol. transformation of FCIO are caled, using*
the nonempirical Hartree-Fock-Roothaan method. The isomers !
force fields are obtained. 'The electron correlation effects ere studied

o491, 119§ 18 -
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23 51134. HeamnupHucckoe HCCAENO0BaHHE H3O0MepH3a-

unn & cucreme FCIO—FOCI / Iepmnn B. JI,  Boaau-

pes A. U, Yapkun O. I1. // JK. ctpykryp. xumun.— 1990,

— 31, Ne 4.— C. 9—11.— Pyc. .

B paMmKax HeIMNHpHY. METOAA Xaprpu—®oka—Pyrauna

(X®P) ¢ ABYX3KCMOHEHTHHM Ga3HCOM XysuHaru—Jlanui-,

ra npoBeAeHH pacueTH (C MOJHOf ONTHMH3alMell reomer-

pHH) KOHQHrypauHii anbTepPHATHBHEX H30MEPOB I LHKJHY.

KOH(HrypaluHl, OTBeyaiouleit Beplke  G6apbepa Ha NMyTH

BHyTpHMoJeK. neperpynniuposki Moaekyan ECIQ, Bapoep,

neperpynnupoBKH A/ OCHOBHOIO H BO30YXKJACHHOrO H30Me-

/u . /? . POB BHICOK 1 BHYTPHMOJEK. NCPCrDYNNHPOBKA THNA H30Me-
- pui 3anpemwena. [To gannum. Merona X®P  paccuntanm
CHJIOBHIE TOJS OGOHX H30McpoB. B paMKax TeOpHH BO3MYy-

“mennit Meanepa—ITaeccera 2-ro nopsaka (MII2) nccaeno-

BaHO BJHAHIE KOPPCJSUHH 3JCKTPOHOB Ha 3HEPTHIO H3OMe-

pH3ALNI, TEOMETPHIO ¥ CHAOBHe moas  Monekyaw FCIO.

. - - .Pesiome
X. 1890,/ 23
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6B1045.  Pacyer cTpyKTypsl M Tennot obpasosamus FOC|
n Cl,O. A computational evaluation of the structure and heat
of formation for FOCI and Cl,O /Francisco Joseph S., Sander
Stanley P. //Chem. Phys. Lett. .—1994 .—223 Ne 5—6 .—C.
439 — 444 . — Anrn.

Heamnupuuecku c yvetom 3neKTPOHHONH KoOppenaumu (na
yposHe MI2, meropos KB u cBssaHHbIX Knactepos ¢ yue-
,TOM OAHO- M AByKpaTHbIX BO36YXKAEHMA, a Take KBagpaTuu-
Horo metopa KB c yuetom opHo-, aByx- M uactuuHo Tpex-
KpaTtHbix BO36yXaeHui) uccnepoBaHbi fQ_(;I u ClO. Onpe-
AeneHbl PaBHOBECHbIE CTPYKTYpbl; TennoTtel ob6pa3cBaHMs no-
nyuveHbl pasHbimu 19,342 u 13,442 kkan/mons npu 298 K
ans ClbO u FOCI coorts. Paccumrannoe 3Hauenue TEennoThb
obpasosanus 6nM3KO K IKCNepum. BenuuuHe gnsa Cl,O, ana
FOCI| — 3HauuTensHo OTNM4aeTcs OT M3MEPEeHHOro metogom
jMacc-cnekTpomMeTPHM. , £ . V¥ C.

A @

X-/995,% 6
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121: 92405d A computational evaluation of the structure and
heat of formation for FOCI and Cl:0. Francisco, Joseph S.;
Sander, Stanley P. (Jet Propulsion Laboratory, California Institute

of Technology, Pasadena, CA 91109 USA). Chem. Phys. Lett. 1994,

223(5-6), 439-44 (Eng). The structure of FOCI and Cl,0 have been

investigated using state-of-the-art ab initio methods. Electron

correlation methods that have been used are second—order Moller-Plesset

perturbation theory (MP2), CI with single and double excitations

(CISD), singles and doubles coupled-cluster theory (CCSD), and

quadratic CI with single and double excitation along with perturbative

corrections for triple excitation (QCISD(T)). The equil. structure hag

been detd. for FOCI and Cl:0. The heat of formation for Cl20 is

A ; M “estd. as 19.3+2 kcal mol-! and compares well with the exptl. detns;
j’ / for FOCI it is 13.4%2 kcal mol-! at 298 K. There is a major

) discrepancy between the theor. est. of the heat of formation of FOC]

%QW and that detd. exptl. from electron-impact/mass spectrometry,

@@ %LO ‘

p A 199, 72/ NS,
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{ 120: 2833253 High-resolution infrared study of FCI80s: rovib=

rational analysis of the » and »: bands and ground stato

constants. Mei;uelluti. F.; Graner, G.; Burger, H,; Burezyk, K.:

Mutller, H. S. P.; Willner, H. (Lab. Phys. Mol.’ Appl., CNRS'

F-91405 Campus d'Orsay, Fr.). J. Mol. Spectrosc. 1994, 164(2),

. 368-78 (Eng). The IR spectrum of FCl'¥0; was recorded at

610-1170 cm-}, using an FTIR spectrometer with a resoln. of 0.0024

cm:t. The v and »2 parallel bands (with band centers at 1011 107

l: and 708.235 cm-! for the F3Cl!80Q; isotopomer and 1007.483 'tmd

. 399.330 cm-! for the F37Cl180; isowpomergowere studied and their

resolved J and K structures were analyzed. A set of accurate mol

) consts. was detd. for the ground and »1 = 1 and 12 = 1 excited states

MZ %W of both isotopic specied:which reproduce ca. 9700 obsd. lines with a
std. deviation of ~1 X 10~ cm-1. No perturbation was found at th

. present level of accuracy. : . @

g A 0994, 10,0 LS
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P i L 17
/Lw : - 123: 123718f A computational study of dissociation pathways

in the FOCI-FCIO system. Francisco, J. S.; Sander, S. P. (Jet
Propulsion Laboratory, California Institute of Technology, Pasadena,
CA 91109 USA). Chem. Phys. Lett. 1995, 241(1,2), 33-8 (Eng).
Ab initio MO calcns. have been carried out to det. the relative
stabilities and decompn. pathways of FOCI and FCIO. Second-order
~Moeller-Plesset perturbation theory along with quadratic CI and

mt) ; /aﬂtdr Brueckner doubles including perturbational corrections of connected

/ j triple excitation (BD(T)) methods are used. It is found that FCIO is

[7 ; ﬂi{”)more stable than FOCL 'An examn. of the potential energy surface
% for the reaction of oxygen atoms with FCl showéhthat. -
should be produced. Tiis is, consistent with the exptl. o%:?r\fzgég
from matrix studies.

A 1995, 13:3,n 10
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124: 214795r Microwave Fourier transform spectroscopy of per-
chloryl fluoride: 1°F3577C116Q, and 1°F3537C]160,180. Muller, Holger'

S. P.; Gerry, Michael C. L. (Dep. Chem., Univ. British Columbia, Van-
couver, BC Can. V6T 1Z1). J. Mol. Spectrosc. 1996, 175(1), 120-32
(Eng). !#0-enriched, monolabeled perchloryl fluoride, 19F3s37C160 180,
has been synthesized. Its rotational spectrum has been studied in the

4-22 GHz region. In addn., the spectra of the sym. isotopers I9F3AICLEQ,

have been reinvestigated. Rotational and centrifugal distortion consts,,
as well as chlorine nuclear quadrupole and chlorine and fluorine spin—
rotation and spin—spin coupling consts., have been detd. for the ground
vibrational state. The ground state rotational data have been used to

,evaluate geometrical parameters. The harmonic force field has been

‘refined. The results are compared with data of related m

ols.

C.A 1996, 12Y, w 16
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128 184869f ‘Post— —Hartree-Fock study on FOCI* and FCIO*.

-\ [Francisco, Joseph S. (Department of Chemistry and Development of

Earth and Atmospheric Sciences, Purdue University, West Lafayette, IN

47907-1393 USA). J. Chem. Phys. 1998, 108(2), 659—-663 (Eng), Ameri-

can Institute of Physics. Equil. geometries have been optimized and

harmonic vibrational frequencies obtained for each of the cationic

structures of FOCI+ and FCIO+ at various levels of theory, employing

second—order Moeller—Plesset perturbation interaction theory (MP2),

singles and doubles excitation CI theory (CISD), and coupled—cluster

theory with perturbative triple excitations [CCSD(T)]. Of the ions, FClO+

has the lowest energy structure, with an energy sepn. of 25.7 kcal mol-1,

mﬂ ' The adiabatic ionization potential for HOCI is used to calibrate the values

v for FOCI and FCIO, From the calibration the probable uncertainty in

1 J the adiabatic potentials for the formation of FCIO* and FOCI* is estd.

/?,a W// jL ) The adiabatic ionization potentials for the formation of FCIO* and FOCI+
/ _are estd. as 246.9 = 3 kcal mol~? and 267.7 + 3 kcal mol-?, resp.

CA- 1998, 125, WIS
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129:10084b Raman spectra and structural features of CIOF,* .
cation in a solution of anhydrous HF. Nabiev, Sh. Sh.; Ostroukhova,
L. L; Revina, N. V.; Sukhanov, L. P. (Russian Scientific Center "Kur-
chatov Institute”, Moscow, Russia 123182). Russ. Chem. Bull, 1998,
47(3), 417-422 (Eng), Consultants Bureau, The Raman spectra o(" '
CIOF,* cation in solns. of anhyd. HF were studied. In the CIOF;*HF,~ |
and CIOF;*BF (——HF systems, this cation exists as a pyramidal structuzm
(C. symmetry), while in the CIOF,*AuFs--HF system, it exists ag a
planar structure (C,, symmetry). Based on nonempirical calens. by the
J // Lj// ://f Hartree—Fock~Roothaan method, an explanation for the dependence of
0'\' / /(IJ{?/U the structure of the CIOF,* cation on the nature of the anion was
proposed. For the Cl-O bond vibrations, the correlation functions of '
vibrational and rotational relaxations were caled., and the characteristic
times of these processes were detd. The main contribution to the forma- '
tion of the band contours corresponding to the above~mentioned mod
_is_made by the vibrational dephasing. . =

A1 99 {;//'9’////




1554, | 95T/ 7999

~ 130: 187437r A CASSCF-MRCI study of the electronic excited
/L y éé states of FCIO and FOCL Li, Yumin; Francisco, Joseph S. (Depart-
ment of Chemistry and Department of Earth and Atmospheric Sciences,

Purdue University, West Lafayette, IN 47907-1393 USA). J. Chem.

Phys. 1999, 110(5), 2404—2409 (Eng), ~American Institute of Physics.

The potential energy curves for the low—-lying excited states of FCIO and

l / ﬂ M 77ﬂ . FOCI have been computed using the complete active space SCF (CASSCF)
/L{ with cc~pVTZ basis sets. The vertical excitation energies for the excited
’ W ZZ// <) states were calcd. using the multireference CI (MRCI) method with cc—
pVTZ and cc—pVTZ+sp basis sets. The vertical excitation energies were

/Lo m M 99-% b also obtained using the EOM—-CCSD (equation of motion—coupled—

cluster single double) method with cc—pVTZ basis sets. Results show

ﬂ /) that Rydberg character is not present in the excited states studied here

ﬁ?/Wﬂ//)? Y’ for both FCIO and FOCL. For FCIO, all the excited states stadiod ov
repulsive along the F—CI coordinate, but some of the excited states are

bound along the Cl-O coordinate. For FOCI, all the excited states studied
are dissociative a_long bot_h .the F—O_:g'xd 0-C1 coor-dipates.

C.A4. 1599, 13C, W15
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P: 3
132:83969 Infrared spectroscopy and molecular
properties of chlorosyl fluoride, FClO. Muller, H.
S. P. Zulpicher Strasse 117, i Physikalisches
Institut, Universitat zu Koln Koln 50937, Germany

Chem. Phys. Lett., 314(5,6), 396-402 (English) 1999 The
structure of the very reactive, yet fairly long-lived,
FC1lO mol. has been detd. exptl. for the first time.
Anal. of the high-resoln. IR spect its .nu.l band
provided the spectroscopic consts. needed. FCl0 was.
obtai the main product of the reaction between ClF3 and
H20 under slow-flow conditions. A preliminary anal. of
the .nu.2 band and a comparison of th structural
properties with those of related mols. are also
presented. - o ey

C.R R660, 132




F: CIF30
P:3
134:331903  Spin-coupled description of the chemical bonding to
hypercoordinate chlorine. Cooper, David L. Department of
Chemistry, University of Liverpool, Liverpool, UK. Theor. Chem.
Acc. (2001), 105(4-5), 323-327. in English

Modemn valence bond theory, in its spin-coupled form, is
used to investigate the nature of the bonding in hypercoordinate
chlorinc fluorides. In cach of CIF2+, CIF3, CIF4+, CIF5 and CIF30
the description that emerges is of very polar two-center two-electron’
bonds. The orbital picture is fairly transferable from one system to
another: the differences between “normal octet” and hypercoordinate
species, or between cations and neutrals, are relatively small.
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135::263800z The vg = 2 states of the four. C3,—symmetry isoto-
pomers of FCI0,." Graner, G.;- Burczyk, K. - (Laboratoire de Photophy-
sique Moleculaire du CNRS, UPR 3361, Universite Paris—Sud, F-91405
Orsay, Fr.). J. Mol. Spectrosc. 2001, 208(1), 51~63 (Eng),.. Academic
Press. High—resoln. IR spectra of the four isotopomers of FCIO; of Cj,
symmetry have.been analyzed in order to obtain data on overtones of
the vg vibrational mode. . For vg = 2, two different approaches have been
used. The component with lg = 0 has been studied by the anal. of the
2v¢° parallel band at 809 cm=! and 779 cm~? for the species with 16Q
and 180 resp. :But since the 2v6? perpendicular band is too weak to be
obsd., the component with lg = +2 was reached through the hot band
2vg*? — vg*1.-. Thereafter, the energies of the v = 2, Ig = 0, +2 states
were fitted to three slightly different models. The mol. parameters
obtained are highly consistent, not only between the two components,
but also with v =1 and moreover from one isotopomer to the other.
This work is supplemented by a short vibrational anal. of the parallel
hot bands 3ve — 2ve, 4v = 3ve, 5v6 — 4vs, and 6vg — 5vg which form a
regular sequence. (c) 2001 Academic Press. T
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