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. UPOAYKTOB ‘3(HPHOI SKCTPAKUil BOJHBIX pPacTBOPOB XJIO-

. CTBIM BOJOPOZOM. B cGcHX ciayuasix YCTaHOBJIEHO, uTo|:

.. noe), vo =389 (nemoaspu3oBannoe), vz =337 (ZENOJSApPH30-|..

*'zkawiasl, BEPOSITHO, K CHMMETPHYHOMY KeCJCOZHHIO CBsi3u[ .

crpakuusa pacteopureasamu. Y. II. CnekTpnl HOHOB ueThl-
‘PEXXJIOPHCTOr0 MHAMSI M UeThlpexxJopHcToro xkenesa. W.q
odward L. A, Taylor M, J. Raman eifect and sol- (’"“"“

E

8B213.  CnekTpsl KOMGHHALMOHHOrO paccesinHs M '31‘(-(

" vent extraction. Part 11, Spectra of the tetrachloroindate |

. and tetrachloroferrate ions. «J. Chem. Soc.», 1960, Nov., { %
4473—4477 (aura.).—HccaepoBanbl cnekTpsl KoMG.. pac.

o

%w 2.

/

PHCTCTO HHAIS H XJOPIICTOrO KeJjie3a HaChIWEHHBIX XJIopH-

SKCTPaKWHsl COACpKHT TeTpasapuy. noubl InCL™ i FeCl™,
Cnextp InCl~ (vactothl B cat™): vy = 321" (nonsipuszopan.

Baunoe), vq = 112 (genonspusosannoe); FeCll™ — v; =330 . -

(nonsipuzosannoe), vs = 106, vz =385, v; = 133 B cnek-
TPe BOJHCTO PACTBOPA XJOPHCTOTO HHANSI, HACHILEHHOro
XJIOPUCTHIM BOJOPOJOM, AO MpoOlecca SKCTpaKuui uaGumo-
JaeTésl TOJIbKO ofHa wporas jauHus 983 ca~l. npunamne-

o

In—Cl B nonax InCl;® n InCIz%. BuGn. 16 nass. Y. I cu.
\p>1<lazus,_1,956,,J&fa@,,,’l.???l-,w =, Tligrape
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X °Sf.3g-?-2, 7975

7 0125, ‘3¢¢exnmumﬁ' MHOTOUCHTPOBBI Oa3HCHDLIA na- |
6op uucsennbix AO 19 pacyeToB MCTOLOM MOJCKYJAPHLIX }
opGuraseii; npumenenne k FeCl,. Averill F. W, ElI-
—| lis D. E. An eilicient numerical ‘multicenter basis set ™
% for molecular- orbital ‘calculations: application to FeCls.
ﬁ—[ «J. Chem. Phys.», 1973,.59, Ne 12, 64112—6418 (anra.) —_—
oid PaccmaTpuBaercst Bo3Moikuocts ‘B pacuerax CCIT MO |
gﬁ_ JHCKPETHBIM Bapiall. METORXOM (B KOTOPOM BCe HEOOXOMM-
Mble MATPHUHLIC 3JMEMCHTLL BCKOBOTO YpP-HHS BLIYHCJSIIOTCS |
3aMelioft  HHTCTPHPOBANHS: CyMMHPOBAlHEM € HCKOTOPLIMH

_ . BecaMi IO CrEUHaJbHO 3aXaHHOMY Paclpele/IeHHIo TOueK)
"~ | ncnonbsomanns uicaenioix - xapTpu-okosekux  AO. [lo-

CKOJIbKY XaprH_-(!)OKO‘BCRHI'I TaMHJLTOHHAH inMeeT  JaHWbL

A orpanHyenHoe HHC/IO. CBA3AHHLIX COCTOSIHHI If BHPTYyasb-

——— nple AO noayualoTcst CAHIKOM - JHO(DYIHBIMH, MPEANATACTCH e

47 | b pacumpeint Mimin, 6a3ica Kk XapTpi:goKoncKomy ra-
- J8) ] s S St

' [ Y. Y™



e e S B oo BeNiwmtoa. oo BT —— - rame. - - ree

T
MHIbTOHHAHY 100aBAATL NMOTCHUHAJA CpepHY. NMOTeHL. SMb.
IMapaverpsl siMbl MOAGHpAIOTCSt TaK, YTOOL JOKAJH30BATb
BHpTyaabhbie AO, 1O HC CJAHIWIKOM CHABLHO HCHOPTHTL 3a- |

natuie AO. Tlpenaozxennsiit cnoco6 BubiGopa Gasca npoBe- . s .

pei na npiMepe pacueta MmoJsekyant FeCly B Mojean syeeu-
HOTO TNOTCHUHAJNA B CPaBHCHHH ¢ pacueTaMH  MeTOO0M
CCM-Xa 1 AHCKPCTHLIM BAPHAIL. METOAOM C HCIOAb30Ba-
nieM AO casteposckoro Thna. IlpoBenclnl TaKike pacue- 1
TBl IHCKPCTHLIM Baplall. MeTolOM 0e3  HCIOJMb30OBaHHS | -
TIPHOMIDKCHHS AYeCUHOro noTelnnana. OGCYKACHB OWHOKH |

NpHGAHIKENs SYeeYHOro MOTeHUHAIA H AOCTOMHCTBA nped-{ . -,
707kennoro cnoco6a BuiGopa Gasmca.  A. Baratypbspi
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Averill FuW., E1l1s D.E.
- En effect numerical multicenter basis

sat for m%Le,Q.AlaLrbltal calculatiens:
gapplication to FeClj.

"J .Chem.Phys.",1973,59,N  12,6412-6418
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PeC@Y_ o 1973

21 B55. Amnaau3 KoacGanuii TeTparanorenepparos TH-
'Q\na FeCl,_nBrn~'. Bhavsar G. P, Sathianan-
dan K. Vibrational analysis of tetrahaloferrates of the
type FeCly_nBra.='. «J. Mol. Struct.», 1973, 16, Ne 2,/

’

'). TA343—345 (amr.t.) , i N
Vi BLIMOJHEH pacyeT 4acTor I (opM HOPMAJbHbLX Ko.eba- s
wiit monos FeCly—, FeBry~, FeClBr-, FeCl:Bro— ul Q
. FeClBr;—. Mg —t#r. maillibix 10 3HATCIITINM CHITOBBEX~10CTO-, AN
Q\W CTPYKTYPHBLIX TIapaMeTPoB BLIUHC/ICHDI YaCcTOTH| ‘
KoseGamiit 1 J1aHo oTHéceHie 3KCMEPHM. HaCTOT K OCHOBHLIM .
KOJICOAHHAM STHX HOHOB. oo oo e M. P. Aues N\
Al
°X

w13y ® Q8
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9 1145, 3nck1‘p6ﬁﬁ§’"crpymypa anmoHos FeCly B |
MOJEJH Xaptpu — Poka — Caatepa, Elli . By
Averill F. W. Electronic structure of FeCl; anions

‘9 ., in the Hartree—Fock—Slater model. «J. Chem. Phys.»,
: 1974, 60, Ne 17, 2856—2864 (aurJ.) )
7. B npuénmxemm Xap'rpu—d)oxa-—Cnsrepa paccuura-
Hbl CTATHY. CMEKTPbl, MJOTHOCTH 3apAf0OB H mapaMerTphl l
MEcc6ay3pOBCKOTO  H3OMCPHOFO CIABIMA 1 KBaAPYNOJAbHO- |
ro paciienJicHusi I/1si aHHOHOB I'eCl., R o |
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Ch, Ph,1C 35
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Influence of atomic maqs on the. ¢oriolis
coupllng constna’i& in some XY4—Lype mole
cules: XCl, molecules. e

"Indian J.Pure and Appl. Phys. ,4974,,

234 238 ,Q;;Lz 3 -4 ' BHUHUTH
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h;.eh bs;i-—-icn{;, Gregory NaWe
.Jpectophoton.etrlc stud& of the vapors of
n.ron(IU) chloride and aluminum (I1X)
cnlorlde. bfidenw for formatlon of mixed
motal dimer molcou‘wm -
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OmmaLesl (1550

( ~ 7 . .
f&(;(/? 94: 163064d Autematic Feometry optimization 1
2 with d orbitals, ili. 7he ERT method w
- - corrections. Bergn, S.; Slanina, Z; Zidarov, D.
jﬂ’ (/éh Inst. Phys. Chen, Electrochem., Czeeh, Acad.
.f/ O 2 Czech.). Int. J. Quantum Chem. 1981, 19(4), 535

A procedure is developed for automatic optimization of m

%ﬂ , structures in the EHT method with possibl
7 electrostatic correction terms, operating with an

- the first deriv. of the total energy in Cartesian co

MV S, D, d basis of Slater orbitals. [lustrative exam

optimization of the structural parameters of FeC

o FeCle-, FeCls, and FeClat and of optimization
j‘&&é =, pathways of the dissocn. of FexCls_vielding the
x the above set. The values are in soodd agreement

o7 /7 o+~ available exptl, data; this ayreement gy o
V4 W‘? conncction with the gencral applicability of the
- combined with automatic seometry optimizatinn 4

‘% JZZX: _of compds. conty. transition ractal atoms,
Erf e
(2 JHFL LA 0

o for molecules
ith electrostatic

¢ inclusion of
al. formulas for ‘
ordinates in the
ples are given of
la, Fe:Cls, FeCly,
of the reaction
other species of

EHT method i
o theor. study |
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Shamia /Z/ et al,
2 dé Raman jﬁ%)@@é‘wfe,
' 1981, 11(3), 415440,
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[Fella]™ g oo /982

[Wf, Xu)

. 98: 98103g Resonance Raman studies on tetrachloroferrate(IT1)]
and tetrabromoferrate(IIl) ions. Clark, Robin J. H.; Dines,
Trevor J. (Christopher Ingold Lab., Univ. Coll. London, London, UK|
WCI1H 0AJ). - Chem.' Phys. 1982, 70(3), 269-73 (Fng). The
resonance Raman spectra of |[EtN] [FeCli] in MeNO: soln. and of|
gBmN] [FeBry] as a KBr disk at =80 K were recorded. Each
isplays a long progression in the vi(a1) mode, the former to 11 = 4,]
the latter to vy = 11, together with subsidiary progressions of the sort
w1 + vy, where vy is another Raman-active mode. 'The following|
spectral parameters have been derived: for [FeCl]-, w1 = 335.2, x11 = |
~0.54 em-!; for [FeBrdJ-, a1 = 203.8, x1; = ~0.35 cm-t. The anomalous |
polarization of the » band of [FeBrd-, the geometry of the ions in
the 6T excited state, and the bandwidths of the members of tho‘
overtone progressions are all discussed. e s : .

- @Z/ [Febry] ®
©.A 1983 98 NIt
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1990

112: 128329n Variable photon energy photoelectron spectroscopy
on FeCli-~. An unusual electronic structure for high-spin ds
complexes, Butcher, Kristine D.; Didziulis, Stephen V.; Briat,
Bernard; Solomon, Edward I. (Dep. Chem., Stanford Univ.,
Stanford, CA 94305 USA). J. Am. Chem. Soc. 1990, 112(6),
2231-42 (Eng). Variable energy photoelectron spectroscopy (PES) is
used to clucigate the valence band electronic structure and bonding
in tetrahedral d¢ FeCl. PES spectra obtained over the photon
energy range 25-150 eV show intensity changes in the valence band
features which indicate that more metal character is present in the
deepest bonding levels. This is inverted from the normal electronic
structure description of transition-metal complexes. The lack.of
off-resonance intensity in the deep binding energy satellite, which
corresponds to a 2-electron transition involving metal ionization plus
ligand-to-metal charge transfer, indicates that little relaxation occurs
on ionization. This result is confirmed by anal. of the satellite
structure in the core level XPS Fe 2p spectra. PES spectra taken at|
the Fe 3p absorption edge, which provide insight into the bonding
description of the ionized final state, show dramatic resonance
intensity enhancement of the main band peaks as well as the'
satellite. - The resonance enhdncement of the main band indicates
that it contains significant metal character after ionization and thus

CIA'/ggO}I_,zU'\//q




provides further evidence that the relaxation is small. A CI anall
shows that the resdnance J)roﬁles of the photoelectron peak'
intensities at the absorption edge are also consistent with an inverted
ground-state bonding scheme with little relaxation occurring upon
lonization. Quant. anal. of the resonance intensity data gives an
exptl. est. of the covalent mixing in the HOMO as 38% Fe, 62% CI.
Both the inverted bonding scheme and the very small relaxation are
reproduced by spin-unrestricted but not by the spin-restricted
Sé)F—Xa-SW calens.. The origin of this unusual electronic structure
in high-spin ds complexes nntf Its implications with respect to redox
chem. are discussed. . S S
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¥ 1990, MY

/990

24B51299. Hccaeposauus FeCl;— meromom doroanek-
POHHOM CMEKTPOCKONMH C NEPEMEHHOR SHeprue quronon.!
HeoGbluHas 3neKTPOHHAsT CTPYKTYypa BBICOKOCNHHOBHX d°
KomnJekcoB., Variable photon energy photoelectron spec-
troscopy on FeCly—: An unusual electronic - structure for
high-spin d® complexes / Butcher D. K., Didziulis V. S,
Briat B., Solomon I. E. // J. Amer. Chem. Soc.— 1990.—
212, Ne 6.— C. 2231—2242.— AnurJ.

HccnenoBann (OTO3/IEKTPOHHHE CHNCKTPH NPH BO36YXK-
JICHHH CHHXDOTPOHHBIM H3JyueHHeM B [HaNa30He 3HeprHi
'26—150 3B u pentreHosnexTponunle cnektpn  (P3C)
Fe 2p B d5-coctosinuu. YcTaHOBJEHO, uTo Gosiee rayGoKue
BaJIeHTHble YPOBHH HMeIOT (oJ/iee SIPKO BHpazkKeHHH Me-
TaJUVIHY. XapaKTep, YTO NPOTHBOPEYHT OOGHLYHO Habaonae-
MOil 3JICKTPOHHOIl CTPYKType KOMIIJICKCOB INEpPEeXOJAHHX Me-
Ta/noB. AHanM3  CNeKTPOB  BAJICHTHHX  ypoBHelt
Fe 2p-P3C nossoaun caenatb BHBOJA O MaJIOCTH 3HEeprHH
peslakcalHH B 3TOM cJayyae. DKCNepHMEHTAJbHO YCTAaHOB-
neno, uto B B3MO nawor -Bknan 38% Fe u 629 Cl.
BuBoa 06 HHBEPCHOCTH CBSi3eif M MaJIOCTH peJaKcalHH
noarsepxacH pacueraMi MetogoM CCII X, — paccestHHHX
BOJH. . . A. H. Cokonos|




