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") Amer. Chem. Soc», 1966, 88, Ne 14, 3255—3260,
" (anra.) : L ey . (
_ - C ueapio oGbAcHeHHs Kondurypatuiit H30Mepos PCls—nFai
m "(n=0—5) npousBeleHbl pPACUETLR  ITHX MOJIeRYIrTPENDT,
. ; pasauuHBIMI crnoco6aMit B paMKax XIOKKeJNEBCKOro npu6a-i
|KeHMHs, BKIIOYasi BapHANTHl @-TEXHHKH - PaclIipeHHOrO
‘merona Xiokkesas.' Omnpefesiensl = CyMMapHble NPOYHOCTI
‘cBa3eil (CymMMbl  HHTErpanos NepeKpbiBaHHS) H MOJHbIE]
'3HEPrHH, a TaKiKe 3aCeJeHHOCTb NepeKpbIBaHIs. Haitneno,
'yto (popma TpHroH. GHOHPAMIABI MPELNOUTHTEbHES TeTpa-
.TOM. MupaMiABl AAs Beex n3omepos, kpome PF.CI (B neil-!
_ CTBHTEJBHOCTH 3TOrO HckiioueHns xer). ITokasano, uTo cTa-

< GHJII3ALST ONmpeje/eHHbIX 1130MepoB B qcuoay_qyﬁo_ﬁygngsff'

o 19et. g

s.ell S Bonding in" phosphorus (V)'"'éﬁlb’?oflﬁé’fide’s.‘i,
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'JIeHa  XapaKTEpOAM u-cﬁﬂseﬁ, a ne oOpa3oBamieM J-cBs3eil
‘M yyacTtiteM d-opGHT, XOTs noc/iefiie 2 ¢axTopa HMEIOT;
'HeKOTOpOoe 3HaueHHe, JKpBaTopHanbHbie .opGuTH (ocdopa

(sp?) Gomee 3MeKTPOOTPHUATRNbHBI, UCM €ro - aKCHaJbHble

op6utsl (pd nnn p). ITosToMy NpH OXMHAKOBBEIX JIHTAHAAX!
- 3KBaTOpHaJ/bHble CBfI3H OKAa3bIBalOTCSl GoJiee NMPOYHBIMH, a

NpH pasHbIX JHraHAax - (HO B OTCYTCTBHE CTepHY. NpensT-:.
CTBHIT) 3/IEKTPOMNOJIOKHTEIbHEIE 3AMECTHTENH NPeANOYHTAIOT!
3JIGKTPOOTpHUATEAbHBIE (3KBaTOpHAJbHLIE) OPOHTH, a 3JeK-|
TPOOTpPHUATEJbHbBIE 3aMECTHTEMI — aKcHasbHble op6uTel. Ha
3TOil ocHOBe yaaeTcsl MPaBiVIbHO MNpeAcKasaTb Kondurypa-:
unH nsoMepos. Kpuriueckn oGCy»ACHBI NPEKHHC TEOPETHY.! )
paboTLl Ha 3Ty TeMy. : . E. IycropoBuu!
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Holmes R.R. ‘
J.Chem. Phys,1967,46, N-10,32724-29

‘Potential ficld and moleculanrn vibrations of
the trigonal bipyramidal model AX3YZ: péenta-
coordinated molecules.
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"¢TH (GTOP-XIOPHAOB  TPEXBaJEHTHOrO tdochopa. Mc-

. Jaelbl B TAOMHLY H CpaBHEHbI € JLAHHBIMH (bO‘l'OHOH'IBau’H‘H'.

6 J1293. CreKTpsl NMOMOUCHNs B BAKYYMHOIl Yd-o6aa-

Adams Mary Jane, Russell B. R The vacuum
ultraviolet spectra of fluorine chlorine substituted tniva-
lent phosphorus. «Chem. Phys. Lett.», 1973, 18, \e 3, 402—
404 (aur.) T

B oSnactn 1200—2400 A m3yyeHE! CNEKTPHl NONIOLUIECHHT
sonexynr PFa_xCle (x=1; 2; ~3).,Jlauuple 0 mosocax cae-

Tlo “Mepe .yBenuUeHHst X OCHOBHBIC ITOJIOCH CMEIMAIOTCA - B |
CTOpOHY KOPOTKIIX BOJH .M TOABISIOTCS HOBbIE, CHJBL OC-
LHITATOPOB KOTOPbIX pacTyT. CnexTphl MOCKYT ¢ x>0
coep:ar nonocy 48000 cy~!, xoropas OTieCeHa K mepe-
XOJly HeCBSI3bIBAIOWIErO 3JEKTPOHa XJOopa Ha o*-op6uTadb. :
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2 e, F5 ,
/9-1: 20617a Centrifugal distortion constants of some phos= :

2 f) A phorus(V) chlorofluorides. Ramasamy, R.; Sabapathy, K.; |
P€ F /— : Venkateswarly, K, (Dep. Phys., P.S.G. Arts Coll,, Coimbatore, :
L) 841 014 India). Indian J. Pure Appl, Phys. 1980, 18(11), |
:912-13 (Eng). The centrifugal distortion consts. were caled. of
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7 81109. Ananus xoneGanwuit MOJIEKY/Ibl MOHOXJIOpTETpa-
¢ropuna docgopa. Vibrational analysis of phosphorus mo-
nochlorotetra fluoride molecule. Mohan S., Gunaseka-l
ran S. «Acta phys. pol», 1986, A69, Ne 2, 325—332
aHrJ.) - ;

( M3 wactor koneGauuii npuGHIKEHHBIM METOJZOM KHHe-
THY. KOHCTAHT, CBSI3bIBAIOUIHM HEAHArOHAJbHEIC CHJIOBHIC.
NIOCTOSIHHBIC C JHArOHAJNbHBIMH, BLIYHCJCHBl CHJIOBHE MO-
CTOSINHBIC, KOI(]. BJHSUHSA, CPCANeKBAaApPaTHUHbIC aMIIHTY- 3
AB KoseGaHHi, NMOCTOSIHHble KOPHOMHCOBA B3aHMOJAENCTBHSA

H KBapTHYHOrO UEHTPOGEKHOrO HCKaXKeHus MOJICKYJIH ¢
ll‘/}' PCIF.. . -~ . M _P. Annes;
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103: 46064a Infrared and ultraviolet spectroscopic studics”of
the interaction of chlorine fluoride and chlorine with phospho="
rus(III) bases in argon matrices. Machara, Nicholas P.;. Ault,.
Bruce S. (Dep. Chem., Univ. Cincinnati, Cincinnati, OH 46221
USA). J. Phys. Chem. 1988, 92(1), 73-7 (Eng). .The matrix'
isolation technique were employed to study the interaction of the
mol. halogens CIF and Cl2 with PHj, (CH3)3P, PFs, and PCla. For:
the 1st 2 phosphines, IR and UV/vis spectral evidence suggested
formation of very strongly bound mol. complexes. For example, the
CI-F stretching mode shifted from 768 cm-! for parent CIF to 406,

%X M y% cm-! in its complex with PHa, and to 311 °cm-! in its complex with.
2 (CHa)sP. These shifts are comparable to those: of the CIF- anion,
8 W -f suggesting substantial charge rearrangement in the mol. complex..

/l For the most reactive halogen/trihalophosphine system, (PFa/CIF)

Léj’( direct reaction was obsd. upon deposition, while for the PF3/Clz and
4(&/]2/“ PCla/Cl2 systems reaction was obsd. after near-UV irradn. The,
wavelength dependence of this photolysis provided indirect evidence

@ for weak complex formation in these 2'systems. = - .
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. { 7 118: 2773}1)!CLS;udylo()the :it:ictnmbdblugilgty of p}}olphox;u:l
chlorides, n = 1-6), an sir anions by t nsity-functio
(WWW 4 method. Gutsev, G. L. (Inst. Khim. Fiz.. Clkernogolovka, Russia).
/ / onppy 2h. Neorg. Khim. 1992, 37(10), 2160~73 (Russ). The structure, the
JUAL R F1-co0
)

-lowest electronic states, electron affinities (of PCla), ionization
#,

Jpotentials (of PCls-), and dissocn. energies were caled. for the title
compds. using 3 versions of the d.-functional method ircluding
ponlocal gradient corrections in the exchange potential.
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) 3B1022. HMcenejuBanne CTpykTypsl M CTaGHABHOCTH XMO-!
pnaos ocpopa PCl, (n=1—6) M wux aHMOHOB MeTOROM
¢ysxumonana nnorHoct /Fyues . JIl. //M. wHeopraH. xu-
mun —1992 .—37 Ne 10 .—C. 2160—2173 .—Pyec.
3nexrp0HHaﬂ H reomerpuu. CTPYK]’YPB OCHOBHbBIX M HK3IKO-,
nemau.wx BO36YX/AEHHbIX COCTOSHWIA XxnopuAos  ¢ocdopa]
PCI 2{n=1—6) M X OAHOKPATHO 3aAPMIKEHHBIX OTPUU. HOHOB
paccqwraua METOAOM (yHKUMOHANa NNOTHOCTH. Mcnons3o-.
BaHbl TPU BAPMAHTA METOAA3, B TOM YMCNE C BKNIOUEHHEM He-.
NOKANbHLIX [PAAMEHTHLIX KOPPEeKuui B OOMEHHLIX noTeH-!
uuan. PaccuutaHbl BepTukanbHoe u apuaberuu. cpoacTBoO’
/K 3nekTpoHy HeHTp. xnopuaoB ¢ochopa, nepebie NOTeH-
uMansl MOHM3aUMM AHHOHOB W 3HEpPrumM Auccoumauun obomx
pn.qoa Mo pa3nuuHbiM  KaHnanam. [lonyueHo, uto pagukan
Cl, Hectrabunen no oTHoweHuio K Auccoumaumm Ha PCly
n Cl,. CornacHo pesynstatam Bbluucnenus, sce PCl, (n=

j
|

,=1—4) obnapator, no - KpaiiHeii Mepe, oaHum -B03BymAaeH-'

HbIM COCTOSHMEM, cTabunbHLIM KaK NO OTHOILEHMIO K oTpLIBY

3NEKTPOH3, TaK W K Auccoiimauun. bonbwwuHcTso crpykTyp-

X.1993, N3

HbIX NApPaMeTPOB M JNEKTPOHHLIX X-k Hentp. coepn. PCl, wu
MX aHMOHOB NonyuyeHo snepsbie. bubn. 56.



)/ /994
- 17 561018.  Teopernueckoe H3yueHHWe CTPYKTYPbl M YCTOH-
unsoctu PCl, u PCl,~, n=1—6. A theoretical study on the

/pé) ﬁ structure and stability of the PCl, and PCl,~ Sﬂﬂe:l. "3=1—C6_
/Gutsev G. L. //Chem. Phys. .—1994 .—179 Ne 3 .—C.

325—339 .—Anrn. !

__/——é’ MeToaom yHKUMOHANa NNOTHOCTH PaCCYMTaHa INEKTPOH=
/)" HaQ M reoMeTPHY. CTPYKTYpPa OCHOBHbIX W HW3KONEXKALUX
8036yxpenubix coctosumi PCl, u PCl,~ ¢ n=1—6. Monyuenul

‘BepTukansHoe M apuabatuu. cpopcteo K 3neKTpoHy pgns

Heﬁ'rp. Mmonekyn u nepsbie NOoTeHuHansl HOHM3aUMK OANA aHK-

OHOB, 3 TAKKE ANA BCEX MCCNEROBAHHLIX CHCTEM — IHEPrMM

®PAarMeHTaUmMM, CBA3aHHbIE C PA3NMUHBIMK KaHanamu pacna-

/, Aa. Mokasano, uto PCl, u PCl,™ ¢ n=1—4 YCTOM4MBLI B ra3.

yé[' - ¢ase, PCls, PCls™, PCls~ manoycroiiumsbl u monekyna PClg
O4eHb HeycToiYMBa K puccoumauuu Ha PCly4-PCl,. Bee HEHTp.!

MoOneKynbl MMeloT NONOXMT. apHabaT4. CPOACTBO K 3NeKTPo-

HY, aHWOHBI ¢ n=1—4 uMeloT no KpaiiHeli mepe oaHO 803-;

6y>AcHHOE COCTOSHME, K-POC YCTONYMBO K notrepe ponon-

HUT. JNEKTPOHA W_Auccoumauuu. Bubn. 71. H. C.

X./99%, W/ E.
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/ ﬁ 120: 173874n A theorctical study on the structure and stability
of the PCla and PCl- series, n = 1-6, Gutsev, G. L. (Institute of
(;hemical Physics of t.hgﬁ}x‘s_sim _Acadgm_y of Sciences, Chernogolovka, |

. ﬁ = /T“f Moscow Region, Russia 142432). Chem. Phys. 1994, 179(3), 325-39
: (Iing). The clectronic and geometrical structure of the ground and
low-lying excited states for the phosphorus chlorides PCla, n = 1-6,

and their singly churgcd anions have been studied by an approx. d.:

functional theory. The vertical and adiabatic electron affinities of

; the neutrals, first ionization potentials of the anions and fragmentation

&Mm encrgics of various decay channels of both series are evaluated. The

W/‘ neutral PCls is found to be highly unstable towards dissocn. to PCle
/’L + PClz and the species PCls, PCl-s, and PCl-¢ are near the stability:

m%y /, threshold. _According to the results of the calens., all the neutrals:
considered posscss- the pos. adiabatic electron affinitics. The PCl-a

L( m W anions (n = 1-4) possess at least onec excited state which is stable

towards the loss of an extra electron and dissocn. _

Cxﬂ'/.g.?('/) _/;ov_(/_g, MY R
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1751282. Muxposonuonble CNEKTPBI, HEIMMHPHYCCKHC pacueTsl M |
crpyktypa ¢ropdochana n xnoppocdana. Millimeter-wave spectra, ab !
initio calculations, and structures of fluorophosphane and chlorophosphane /
Drean P., Paplewski M., Demaison J., Breidung J., Thiel W., Beckers H., |
Burgcrn // Inorg. Chcm - 1996. - 35, 26 C: 7671-7678 Anrn
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F: PCln

P: 3 :
131:248402 GAUSSIAN-2 calculations of the electron |
affinities of PCln and POCln. Miller, Thomas M.

Vviggiano, A. A.; Morris, Robert A.; Stevens Miller, Amy :
E. Space Vehicles Directorate, Air Force Research

Laboratory Hanscom Air Force Base, MA 01731-3010,

Usa J. Chem. Phys., 111(7), 3309-3310 (English) 1399:

The results of GAUSSIAN-2 calcns. are presented’
for the total energies a zero-point energies of neutral
and anionic PCln and POCln (n = 1-3), from adiabatic
electron affinities (EA) are detd. for the ground-state:
neutral species. The calcns. show that EA(POCl2) >.
EA(Cl), by 0.11 eV, and that EA(PCl1l3) deduced from'
collisional ionization expts. is probably too low b eV.'



