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%BQ& 21 B156." OnTHYeCKHe H MATCHHTO-ONTHYECKHE CHEKTPbI. '/ﬁ/(

2 B obaactu cuabHoro norgowenus. Malakhov-
skii A. V, Edelman I. S. Optical and magneto-opti-
cal spectra of FeBOj; in the region of strong absorption.
«Phys. status solidi (b)», 1976,- 74, Ne 2, K145—K149 !

(anra.) ' : .
HcenenoBanbl ONTHYECKHIT H MarHHTO-OMTHYECKHIT CNEKT-
O722pudz . PY cnaboro ¢eppomarserika FeBOjs B o6Gaacti cuibHOro
* norJowentist. KoSPMHIUCHTET TOTAOWeHHs & B o6nacT
U G TH . sucprait Menbnx 3,05 3B H3IMEpeHbl B NMPOXOAsLLEM CBeTe;
JICIICTBHTEIbHAS YACTh LH3JICKTPHYCCKON NMPOHHILAEMOCTH &’
W/fqu Ko3(. morsouiennuss npi dHepruax 6ospwux 3,05 3B u3-
MepeHbl B OTpaxenHoyM cpere. ITapaMeTpul ACiCTBHTENbHO
(g") u munmoit (g”) qac'reﬁ HeIHaroHabHoll KOMMOHEHTHI
TEH30pa AH3JICKTPHYECKOI MNPOHHUAEMOCTH DPAaCCUNTaHB H3
crekrpoB nonepeunioro 3¢pdekra Keppa H ONTHYECKHX KOH-
crant. Haiineno wvethipe pesonanca Ha "KpHBOI g” npy |
sueprusix:  Ev=2,8 3B, E,=3,05 3B, E3=3,38 3B u E,=|
=3,76 3p, OTHeceHHBe K caeaylowuM d—d-me exonam;!
X/976 6A15>4Arg, *Eg(*G); *Toe(*D); -‘.E:e('D) u 2A1¢(*]), coors.
el Jlana oueHKa MarHHTO-ONTHYeCKOit akTHBHOCTIN °Ajg—-*A,

8|

‘E¢(*G)-mepexona: g”/e”"=~0,11. ~ 'H. ®. T'omoBanesa.



20 5176. ~ Hccnenosanue 'KPHCTaJJOTHAPATOB m:oprzum-ll -
» . yeckux coneir. CooGmenne-8. Hurepnperauus. Konebarebs, /j)zg)
Hbix- cnektpos M (BF}),-6H20, rne M=Fe2+, Co?+ u Ni*+, {4770
~—~ Manewa Maria. Untersuchungen .an Kristallhydrate
;Z,O -aporganischer Salze, 8. Mitt. Interpretation der.Schwin-r__m__

g ngsspektren _von .M(BF4)2-6H20, fiir . M=Fe?*,. Co’tj

___Ni2*, <Monatsch. Chem.», 1976, 107, Ne 2, 337—343  (uie.; _"T\R—
\
N

(’ bF , Des. anra) : . \ :
0 Iy} Toayyeib HK-cnextpni- u  cnekmpul  KP 3. 06aacTH|-—-—-\3--
J 4000—160 cM—! M (BF4)2-6H,O (I), rzae "M=‘F"<;2l4_ﬂ&):i_ ,
¢ éH’ . Co%*+ (16), Ni2+ - (IsJ-UACTOTHE CHM. H acHM. BaJ. KOJ.. S ., I
’ A l"ﬁz’x'cnonome1lbr'rrﬁﬁ’3460——3480 eM~—t o 3520—3560'cm—’,‘ 5\_
|

cooTs.; med. xoa. He0.mpu 1620 — 1635 oM~!. DTh namnbe |
A/' ib{" T yKa3pIBaloT Ha Hajmune B Jla—Is csaseii H,O:-H,0. Pac- .
{ Ty |97 wenienne 4acToTh vz Ha 3 KOMMNONEHTH CBHIAETEJLCTBYeT
A 06 o6pasosanui csnsin OH---FB~, sueprist X-poit ana Ia,|
¢ 16 u 18 3,75; 3,67; 3,33 ®Kas/MOAb, COOTB.; for-105=6,77: |~ S_
) 6”1,0 76,77; 6,81 munjcy, cooTB.; furso-104=1,17;.1,30; 1,71 mun/fen;

roir=0,988; 0,987; 0,985 A.* Hamiune vr(1120) B CCKTpax la, @
(:)t‘ s E) - ~16 u 1 mpu 675,570, 465; 712, 580, 475; 770, 635, 485 aw—1,
. cOOTB. YKa3blBaeT ia TPHCYTCTBHE ABYX THTOB * MOJexkya| j=

e .,% """ Hp,O, YYacTBYIOWHX . B . CBS3AX BF;~---HOH---F;B-, "y ﬂ
7! f/z,é H;0---HOH---F;B~. Tlpen. coobut. . oM. PI)KXuy, © 1973,|
// ) i ~ . e M. Ieitumefictep

1
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15B54.  Anektponnoe CTpoeHHe nHKapGauHKIONeHTa-
Gopanua-rpukapGonuna xene3a, B3;C,H;Fe(CO);. Arm-
'strong D. R, Findlay R. H. The electronic struc-
ture of dicarbacyclopentaboranyliron tricarbonyl, B3C,H;-
‘TFe(CO);. «Inorg. chim. acta», 1977, 21, Ne I, 5559
(anra.) )

Hesmnupuueckuym metogom MO JIKAO CCIT paccunrtano
"SJEKTpOHHOE cTpoctie Kommiekca ByCoHyFe(CO)s, a Taksxe
'ero (pparMeHTOB: HEHTp. KapGopana, ero i HHOHa, Heiitp,
rpynnat Fe(CO); u ee aukatnona Fe(CO)s**. B xay-pe
Gasnca HMCIOJNL30BaH MHHHM. HaGop opGuTaleil cJeiitepos-
-CKOro THMa ¢ BK.IoueHHem 4p-AO Fe, npuuem Kaxpasg
-OpGHTaJL aNNPOKCHMHPOBAHA MSATHIO TayCCOBbIMH byukuns-
‘MH. JlaHHBIE O reoMeTpHH KOMMJICKCa B3TH H3 penTreno-
CTPYKTYPHLIX HCCCAOBAHHI, TOrga KaK TeOMETPHY. koy-
#purypauns dparsenra Fe(CO), (neiiTp. H nmuxatHoma)
«Obl1a ONTHMH3HPOBaHA (yrJbl Mexay cBsasamMi Fe—C co-

~— —_—



crapasior 100° u 113° nusepcuounsie Gapnepnt — 288
128 xkmx/monb, cootB.). M3 panubix amasansa 3acesieHHO-
CTeif cieayer, YTo Ha KapGopaHOBOM KoJblle 3apsifi paBeH
2,03 3apsina aaekTpona — e, a ¢parment Fe(CO); 3apsiken
NoJIoXKHTeIbHO, NpHYeM 3G deKTHBHBIT 3apsin atoma Fe=
~+2,8 c. daekTpoHHOE CTpoeHHEe KapGopaHOBOro KOJblA
n rpynnst Fe(CO); B KoMmmjekce - GIH3KO K - CTPOGHHIO
COOTB-LIHX H30JHpOBaHHBLIX ¢parmcHToB  BiCoH—~ n
Fe(CO),*t. DTOT pe3ysbTat, a TaKKe OTPHIL. 3aCeJEHHOCTH
NCpPEKPLIBAHHA MEXKAY a-ro.\_(xom Fe_u atomamn xapGopato-
BOTO KOJIblla CBHACTEIbCTBY!OT, 10 MHEHHIO aBTOPOB, O HOH-
HOM XapakTepe CBSI3H Mexay (QparMenTaMH, uTO Haxo-
IHTCS B COOTBETCTBHH C BEICKa3aHHBIMH paHee MPEAno.o-
wennamu (e, POKXuy, 1
. | o '-—‘—-ﬂ-"——ww——“""“.w“——-——— -
i Xa M

~a—

974, 8B467). H. M. I(Jlmxeuxo_?
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2 I139.  OrnocHTeabHbIe SHEPrHH CBA3H Mera.n.n—M'e-(;

"\'; ‘o ¥ T&JJI W HECBA3BLIBAIOUIHE MOJEKYJsipHble opGHTaMN B MOC-\
./?, /&i//‘ j THKOBBIX KOMINIEKCAX C JBYMS aTOMaMu Keje3a, Relati- |
'g/' ~Z ve energics of metal-metal bonding and nonbonding mo- |

s lecular orbitals in-bridged  diiron complexes, Ander-|

sen E. L, Fehlner T. P. «Inorg. Chem.», 1979, 18,,

Ne 8, 2325—2326 (anrua.) i

IMonyuensr (oToanekTponnsle CNEeKTPH Monexynf

Htreg 2ol F(CO)eBils n Fe;(CO)S, snn Hel- u Nel-nerounuos|
ol I W3JIYICHT: TlepndS NOJOCK B cnekTpax B o6macTy noren-!
5/3‘/:.(/{’ unanos wounsaunn 8—I10 3B oTHeceHa K HOHH3AWHK d-)

- 3JIeKTPOHOB. BHYTpH 3TOil mosochl BbIIENEHB! NMHKH, OTBe-

1eTaj1 — Me- |
4alolHe MOJIEKYNAPHHM OpGHTANAM CBA3M M
- Tajl A. @, Ulecrakos

A v D&



6 525. Bxkaan ¢parmentos {Fe(CO)s} B 00pa30oBaHHC {
Fe/(”/ :5, // cBS3M B MCTain0G6OpaHOBLIX aHajorax neHraGopana 9). '_/ﬁ
3'0yHf Brint P, Spalding T. R The contribution of {Fe.
(CO)s) units to bonding in metalloborane analogues - of
pentaborane (9). «Inorg. and Nucl. Chem. Lett.», 1979,
15, Ne 9—10, 355—359 (anra.) .
- PacueT 3JIGKTPOHHOrO CTPOEHHS BsHo (1) u {Fe(CO)s-
. B4Hs} (1) mpoBeien B MpHOIHKEHHH PMX. [Ina BH4YHC-
JIeHHst PE30HANCHBIX HHTErpajoB Hij; HCMOJNB30BAHO . MpH-
et L4, Snuxenne Boabgcdepra — eapMrobia, MoAHGHIHPOBAH-
5 moe Toddmanom TaK, YTOGH n36exaTb NPOTHBOpPeUaIuero
&7 (»"'%k( MHTYHUHH CMEUIHBaHHSA opGuraneit (M.-H. Whangbo," P.
‘Hoffman «J. Chem.. Phys», 1978, 68, 5498). Ilopszox
suepretnd. ypopheit MO KauecTBEHHO corsacyercst €O 3Ha-
wenHsIMH, MOJYYEHHBIMH B HESMIIHPHY. pacuerax, a Takie ¢
JAHHBIMH (OTOIEKTPOHHBIX CNEKTPOB. 3acesieHHOCTh Tepe-
KpbiBalust (parmenta L[L=BH, Fe(CO)s] ¢ ocranbyoi
wacThl0 KJAacTepa €1a60 3aBHCHT OT TOrO, HAXOANTCR JH
1 B rAaBHOI MJOCKOCTH CHCTEMBL HJH BHE €¢; B T0 K€ Bpe-
Msi MPHPOJAA CBA3H B 3THX caydaax pasmmuua. B 1-m cay-
12 wae CyLECTBEHHH1 BKAaA B CBA3b AacT B3aHMOJeHCTBHe
1 c smoctHkoBeMH aTomamu H, a BO 2-M — CBA3b L€JIH-
KoM ' 06yc/oB/IeHa B3aHMOJEHCTBHEM L c coceaHHMH aro-

f-/.////;/é- .stavu B. B uenom, cBAsb (CO)sFe—BuH; 3nauuteanto

e e e e et e et e ==
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/ 2 B17. OucHka <H303JCKTPOHHO-H30/1062/bHOrO» OMH-
canusa QparMenToB, o6pa3yloWHX Kiacrepbl. BrintR. P,
Pelin K, Spalding T. R.. Evaluation of the «iso-
electronic-isolobal» description of cluster. bonding units.
_«Inorg. and Nucl. Chem, Lett.», 1980, 16, Ne 6, 391—396
(anra.) : )

B Banentiionm npuGmmkennn Merogom thna PMXC camo-
.COrJIaCOBaHIieM "0 3apsiiaM paccunTaubl Mp-Hbhlc GopaHa
BsHo, B k-poM amiii{ajisias 11~0a3anbuad Tpynmbl 3a-
“ieenbt Metadobparmentom  Fe(CO)s, a taxkxe Gopan .
BgH o, 1 ueTHIp¢ 1i30NEpa; TioiyualollHecs npi, 3aMee of- !
“jioit u3 ero BH rpynn na rpynny Fe(CO)s, a Takke kna- |
.crep Fes(CO);sC. B monrsep€Hife™ CACNaHHOro panee |
poiBoxa~ (¢Inorg. Nucl. Chem. Letters», 1979, 15, 355)

yCTaloBJ/CHO, UYTO B MeTaJJIoNP-HbIX ﬁopaﬂon B CBA3H!




¢parmenta Fe(CO)3 ¢ knactepoM 3(¢eKTHBHO y4acTBYIOT |
‘He TPH OpPOHTAJIH M ABa 3JEKTPOHa, Kak y rpynnsl BH, a |
‘pBe opOHTanu M ofHH ajektpon. Hanporus, B Kaacrepe .
.Fes(CO)sC knacrepnasi ~ CBfisb  KaXmOi H3 rpymm
" Fe(CO)s ocyliecTBAsICTCS € OAHIAKOBOI 3eKTHBHOCTBIO |
_TpeMsi OpOHTa/AMH 3TOif TPYNOHL, __H. TauGapsany/



%5 © 15B109. Hccac~opanue Gopupos kenesa. I daekt-
X pounas cnektpockonus. Joyner David J, John-|
son Olivg="""",cules David M. A study of the

iron bo! ; § ~° . ‘ctron spectroscopy. «J. Amer. Chem..

Soc.», 190 ¢ ", 1910—1917 (anru.) :

Iposeps L - ISt OCTOBHHEIX I BAJICHTHBIX PeHTre-

HOEKTP.  f ..)._,,lc.c_rj)oxy- (P3C); a TakXKe 0Xe-3JCKTPOH-,

'HBIX CICKTy, ‘c:"p@ZHTnel{aGKH[N{' (POC) H 3/CKTPOIHBIM |

FeB, 1t Fe,B. Uamenenus or-!

St <:~>QC),.,n.oaé‘y’éfsn’ev3e£ n I ; ,
uocm*:‘frmou;a-rz}cfr’.1 o8 B PIC 560 Gopiiax eJesa Tmo-
’ xa3amy, uro IIp‘afadnsnpyemMblXx OOPHIOB HMEIOT Ty K¢
6}'25 rm CTEXHOMETPHIO, YTO 1 OObeMubie 05pasibl GOPIIOB iKene-
. 3a. MeKAy SHEPPHAMH CBS3H OCTOBHBIX  yposieii Fe p:
FeB, Fe,B 1 B Merasne nabmojiaercs secbMa MaJIBIT XM, '
cnpur §,2—0,4 3B. B peaysabrarte yuera HIMEHCHHH B aToM- |

noM obbeme 1 3>p(PeKToB CBEepXaTOMHON petaKcalint cue-
JIaH BBIBOJ O_TOM, YTO 3JICKTPOHHbIC TUIOTHOCTH _BOJH3H

T

A° /280 /5



aTomMon Fe 1 B B Gopiaax #MeloT OJANHAKOBHI XapakTep,
u mepenoc 3apsiaa Mexjy aromamu B u Fe orcyrcrayer.
SroT BLBOA moatpepxacH cxoxecrsio Fe LMM-30C u

POC B xemese i’ O0OpHAAX H ONHHAKOBBIMH 3HEPTHAMH -

I/13MOHOB, MOJYUYEHHBIMIH H3 OCTOBHEIX P3C Bo Bcex 06--
pasuax. Pe3yJbTaThl NPOBEACHHLIX IKCIEPHMEHTOD YKa3bl- |

BaIOT Ha HaJHY JIOKAJTH30BAHHOM CBA3H MeX1y aTOMaMH

B u FeB: (xoBa: Hasi CBA3b) H "H3OJHPOBAHHBLIMH aTOMA- .

v B B FeB.” Bin;'B'——Fc BO BCEX HCCJIEAOBAHHBIX C€O-
e/HeHIAX  sBAseTcs ” Meranmmeckoil,. ®opwa PIC ma-
JIeHTHOIl 30HBl TaKXXe YKasblBaeT Ha MeTaJIng. CB-Ba 60-
punos. Banewrnas soma B 60pHAax MO CPaBHEHHIO C M-
Tanagom Fe yuHpsieTcs # MOSBJAETC HEK-pas TC, o6y-
CJTOBJICHHAS H3MEHCHHAMH B d-NOA3OHE. U. A. Tomoss_



/Ef;z[w/e gﬂj/é - 198/

N - 7B154.  duexTpoHHOe CTpoeHHe AMKene3opeppobopa-’
///X/Le w-/]!gﬁ wos. Andersen E. L, DeKock R. L., Fehl-
] ¥ner T. P. Electronic structure of diiron ferraboranes.
«Inorg. Chem.», 1981, 20, Ne 10, 3291—3298 (amura.)
H3mepenbl (OTOINEKTPOHHHIE (CMEKTPH, BO3OYKACHHHE
uanyuennem He-I n Ne-I, u Y®-cnektpn norJouenus
Fey(CO)BoHe (I).1 1,2-Fe(CO)s)2BsH; (11). Hurepnpe-
TAllHsT CICKTPOB OCHOBB(BaJacCh Ha 3IMMHPHY.-KPHTEPHAX H
pacuerax 1 n Il meromamu MO Xioxkkeas u- PeHcke—
/Lﬁf{ - Xonaa. Ananns mepBHX moTeHuHanos xonusauun (ITH):
‘ I (82, 88, 91, 10,1 u 11,9 3B) u II (8,5, 9,0, 94,
Z 10,0 3B) nokasbiBaer, yTo OHH OOYCJOBJCHH HOHH3AUMCH!
3d-AO artoma Fe u 2p-AO artoma B. Hamenenue IIM npir
. nepexoge ot I k Il oObsicHeHH Pa3AHUHSIMH B 3apAJax:
’ atomoB Fe. DT1o moarsepxkiaercsi OGCHMH CeplsIMH KBaH-
TOBOXHM. PacyeToB, K-phle IIOKa3blBAIOT, UTO 3apsj JicxkKa-
uero B nJockocTi (GopaHoBoro ckejsera aroma Fe B I

, ’ NpHOAH3HTEbHO paBeH 3apsxaM aTroMoB Fe_.n_l,,,mma_
X 0887 19 Az
N\ p —



KaK 3apan npyroro atoma Fe II B 1,5—2 pasa menpuwe.
Ionocsl normomenns I 1 Il B Buanmof n 6anxneit Y-
OGNIaCTH OTHOCATC K NepexofaM B (dpanMente Fez(CO)s,’
HX XapakTep OBHICTCJLCTBYET, YTO HH3WAS BaKaHTHAS
MO sBastercs pasphxJsioweit- op6uTanbio cpsisy Fe—Fe.,
daycron



F 5 /T8
2‘;, /] 9o 192592a Study of the iron borides. IV. Relation of |

bonding to structure and magnetic behavior from photocmission
experiments and ab initio calculations. Joyner, David J.;
C Johnson, Oliver; Hercules, David M.; Bullett, David W,
Weaver, John H. (Dep. Chem., Univ. Pittshurgh, Pittsburgh, PA
15260 USA). Phys. Rev. B: Condens. Matter 1981, 24(6), .
3122-37 (Eng). Angle-integrated-photoclectron-spectroscopy !
maasurements with synchrotron radiation (15 < hr < 160 eV) .
were performed on the interstitial compds. Fe:3 and FeB. They
. show the Fe states for FeB within ~4 eV of £r (Fermi level) and |
M{-LO bororn states at 6.6 eV (BB 2p), 10.5 eV (B 2sp bonding), and 14.0
¢ eV (B 2s). The B states for Fe:B are less intense, with B 25
nearer £F, and with greater overlap of B 2p-Fe 3d states. When
574 oL corrections are made for relaxation effects there is a good
awm agreement between the exptl. photoelectron-emission data, the B
states obsd. in soft-x-ray-cmission boron-K measurements, and
the Fe and B states from an ab initio calen. Electronic-structure
models are proposed for Fe:B and_FeB which differ from earlier
charge-transfer models. "These include a change in the Fe 3d
configuration (and valence band), a provision for covalent
bonding in the B chain of FeB, greater Fe 3d-I 2p interaction in
Fe2B than in FeB, and a predominantly metallic binding in both
borides. This model accounts for the metallic nature, the
brittleness, the ferromagnetism, and the local moments of the Fe
borides, and also appears applicable to amorphous Fe-B compds.

CAh. 19898 .09
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[~Fe (CO), By # /984,
2‘“/@/&9/3 [97‘/_//5’ e Koet R
WA LR/ b5ty Fehlrnen T P

Polypuecon. | 1988 7,

dpstiene, 6 531~ 532,

N - -
%ﬂ/mw {&’/@/ 65‘ //9 /. 1// /



[ 85 HeFe (C)T | /952
[85(0) Hybefcol ], [ ECr W Keac,

Wigis R )P0 /2 0t K. eli
/[gy/’?ﬁ;/&% ¢j&7 Cherm. /@gij;j/zo/o./ /652
[ F3 SZ/ 6/[.0/@23] NS, 1RO J. Chrm. Ras,
[ Bs HsFe [€0)3 )%~ u(é«c(’/zoﬁu-/'e,ég/ /982, Vi3~
[BstyFe(COls] /9, /335-7386 .
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9 1580. Y ®-(hoTO31EKTPOHHBIE CNEKTPHl. M 3NEKTPOH- !
Hag ctpyktypa (n°—CsHs) (CO).FeB;Hs. CpaBnenne cBAI- |
34 Fe—B co cBsaseio Fe—C B (CO),FeC,H,. UV photo- |
electron spectra and electronic structure of (m5-CsHs) -
(CO)sFeBoHs.  Comparison of the Fe—B bonding with
the Fe—C bonding in (CO)sFeC;H,, DeKock Ro- ‘
ger L, Deshmukh Prabodh, Fehlner Tho-"
mas P, Housecroft Catherine E, Plotkin
Jefirey S, Shore Sheldon G. «J. Amer. Chem.
Soc.», 1983, 105, Ne 4, 815—822 (anra.) '

Hayuenst Hel- u Nel-0T03/1eKTpOHHbIE CNEKTPH KoMN-
aekca (n5—CsHs) (CO)oFeB:Hs (I). Beprukanbusie mno-
TEeHHaIL HommsanAr 1 paBasl (B 3B): 8,61; 893; 9,63;.
10,40; 11,45, 11,99, 13,94. Cnektp I HHTEPNIPeTHPOBaH |
NyTEM CPaBHEHHS C ()OTO3IEKTPOHHBIMH CIEKTPAMH pPOA-
CTBEHHBIX COGAHHCHHI, AHANH3A OTHOCHT. HHTCHCHBHHIX NO-~

. /983, /&, VG



aoc B Hel- n Nel-cnektpax, Ha ocHoBe pacueros MO B:
¢opmannsme Pencke—Xosna. ITpoBeneH cpaBHHTENbHBIN
ananu3 3neKTponHbix  cTpyktyp I n (CO).FeC.H, (II).
INokasaHo, 9ToU—(paIrMeRT B,Hs B | "MOXKHO paccMaTpi-
Bath Kak ByH¢?~. ITpuBemeHH KapThl 3/1€KTPOHHBIX IJIOT-
Hocreit ans Hekoroppix MO [ u II, nmmoctpupylomue
XapakTep CBfI3bIBaHHSI JIMTaHAOB ¢ atoMom Fe. Bu6a. 24.:
. . M I0. B. Yikos
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—~ 9DB1024. H3yuenue METOJOM MOJCKYAAPHBLIX OpOHTA-

= Nell XHMHYECKOil CBSI3W, CTPYKTYPHl M PEaKuuil 3aMelleHHs
5/52- =[)-/%—ﬂ 6uc(6opabenson)xenesa. Molecular orbital study of bon-
5 ding, structure, and substitution reactions of bis(bora-
benzene)iron. Kosti¢ Nenad M, Fenske Ri-

chard F. «Organometallics», 1983, 2, Ne 10, 1319—1325

(anra.) B} gl NS o T il

Merogom CCIT MO JIKAO B npuGnixenns Qencke—

Xoana (Hall M. B, Fenske R. F. «Inorg. Chem.», 1972,

11, 768) npoBeleHBl PacueThl CIHABHYEBHIX KOMIJIEKCOB

M(BBz), (I), rae M=Fe?+ u Co?t, a BBz~ — GopaGen-

/}[lmg soapubit  anuoH CsHsB—. Hcnosp3oBannas mpoueaypa
’ /,) BKJIIOYaJa BblUHCJEHHe OpOHTajeli OTAEAbHLIX (PParMeHTOB
1 Hx nocsenylouwee OGbeAHHEHHE, KOHTpOIHpyeMoe HTepa-
unsMyu. MexaToMuble PacCTOSHHS W YMIH  MPHHATHL Ha -
OCHOBE PEHTTeHOCTPYKTYPHBIX MAHHBIX JJIA (CsHsBCHa) -,

) 7 Bb)m, |6 k2 <l 158"
X /98y, 19 vG



Co. CoryiacHO TNOJYuEHHEIM Pe3yJbTaTaM OCHOBHYIO POJb
B | HrpaloT mepeHoc -3JeKTPOHOB KoJellL Ha OpGHTaaH
MeTajula H HaTHBHOE B3aHMojeiicTBHe O-THnma Mexnay
3JICKTPOHAMH MeTajJya H Kojell. 3aMeTHHI BKJax B’
CBSI3b MeTaJsJl — JIHraHyj, BHOCAT 4p-op6uraan M. Duepre-
THY. nocjejoBarteabHocth 3d-ypoBHeit M B | Takosa:
dy (X*—y?) <ds(xy) <de(22) €dx(yz)<dx(xz). Ha ocroBe
KPHTEpHEB MaKCHMyMa 7i- H O-TiepeKpbiBaHHSA H MHHHMyMa
SHEepPrHH JaHa HHTepnpeTalHs 3KCmepHM. ¢akTa, COrJacHo
K-pomy atoM M B I pacnosoxen OGauxe K atomy C
(B mapa-monoxennu), uem k aromy B. Ilpeackasannas
CTeneHb CMEIUEHH KOoJell B NapajebHHX IJIOCKOCTSIX
60p6eH30/IbHEIX KOJIEll COTJacyercst € 3KCIEPHMEHTaJlbHOI
ANl ABYX KoMIJekcoB Ko6aabTa. IlepekpuBanne Fe—BBz
NPAaKTHUECKH He MeHSeTCs NPH BPalUEHHH KoJell, NOCKOJb-
Ky coots. MO HMEIOT IHJIHHAPHY. CHMMETDHIO, 4TO He
N03BOJSET cleJaThb BHIGOp OOTHM. KOHGHrypauHH poTaMe-
pa. ConocraBieHHe pOTaMepoB IO IHCPTHH  YKasHBaer
NPeanouTHTeIbHOCT KOHGOpMalHH, B K-poil  aToMbl B
060oHX KOJiel, HaXomATcs B TpaHc-moJoxennH. Kaxkymeecs
-pacxoxXreHHe KpHTepHeB MAKCHM. NEepPEKPHBAHHA H MHHH-
MyMa 3HeprHH OGBSCHEHO BaXKHOH pPOJIbIO HEKOBAJIEHTHBIX
B3aumopeitctBuit B I. OGcyxkaeHa p-uHoHHast cnocoGHOCTb
I o OTHOWEHHIO K P-LHAM HYKJIEO(DHILHOTO M 3JEKTpo-
GUJIBHONO 3aMelleHHs. : d. Tepman
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i 105: 87985h Moessbauer spectroscopic study on bonding cha:
‘racteristics of iron in iron-boron and iron-phosphorus amorphous’
alloys. Tanaka, Katsuhisa; Soga, Naohiro; Hirao, Kazuyuk:
Kimura, Kunio (Fac. Eng., Kyoto Univ., Kyoto, Japan). J. Ap;,z'.
Phys. 1986, 60(2), 728-31 (Eng). An expression for the ten .
dependence of recoil-free fraction of Fe atoms was derived from th,'
2-band theory proposed previously by the present authors, and 3’
was urplied to investigate the bonding characteristics of Fe i,
amorphous FessBi7, FesoBx, and FewP2 alloys. The characteri:u.
temps. were 0; = 605 K and 63 = 230 K for amorphous Fes By, 6, »°
655 K and 03 = 185 K for amorphous FesoB, and 6, = 425 K and »
= 185 K for amorphous FewPx. The comparison between thw
values with those obtained from the specific-heat measurement,
showed a good agreement for 0y, which is a measure of interat. bon!
strength, indicating that metdlloid atoms are not connected to eal,
other in these Fe-metalloid binary amorphous alloys, but are honde}
to Fe atoms. Based on this result, the force const. was estd. fir
Fe-B, Fe-P, and Fe-Fe bonds. The values of 03 obtained from th
Moessbauer study were significantly different from those obtainet
from specific-heat measurements.

C.H 1986, 105, it /g—ﬂ%}@: |
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! 107: 183836x Electronic structure of aluminum compounds’
with 3d transition metals. Kaalilov, I. Kh.; Abdurakhmanov, A
A; Gavrilov, E. S;; Ninalalov, S. A. (Dag=st. Politekh. Inst.

W{ /(:/Wﬁ/ Makhachkala, USSR). Izv. Vyssh. Uchebn. Zaved., Fiz. 1987, 30(%.

98-103 (Russ). The energy spectrum, d. of siates, AO occupation
nos., and electronic_heat capacity of FeAl, NiA% and CoAl compds

/)W /7_ ' with CsCl-type structure were caicd. by using @ model Hamiltonia:

K and an interpolation method. The stability < these compds. is

discussed. - : s . o

/ﬂﬁ/ﬂﬁlf’) W yy & A [ LR I
URY o

@ MY 7/%5

¢.A-198% 10%, N A0 ® ;v 4/&%50 Wimﬂ"




/%M; M” 25994 | 798 7

//&//W/aw 117, Nedyad—
Dt /;w b7 upp,
7,{2 //zjww%) 7757,



W1 F219 500 - 5936 / 7787

Mo N1, Vo don Bng7-
&, 4 el
Y At 7997,
3,00, @ 77037 7709




/2 B Lty 22777 190

Aztours [ L Mpatttpnsy 4

41%,

ogeia L Pyt Yor. Memanggy-”
ALl éX;/ 4%5/ g~6.

e aisiere st s Y

PINass Attt Y

i Iy rs ® ivn ik



ALy Natbandion & , SR
 fapatheodorow N,
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©®15 B1196. Moiekyaspisie kone6anns Fe,Clg (ras.) n
AlFeClg (ras.). Molecular vibrations of FexCle(g) and
AlFeClg(g) / Nalbandian L., Papatheodorou G. N., Cy-

vin B. N., Brunvoll J, Cyvin S. J. /| Spectrosc. Lett.—
1989.— 22, Ne 1.— C. 1—13.— Awura.
Ias auMepa FegClg™ paccuuTaHbl YacTOTH HOPMAJBHEIX
-KoneGanHii, XOPOWO COBNAAaiomHe ¢ 3KCMEPHM. JIHT. AaH-
WA npvu aas UK- u KP-cnektpos B Tasosoit ¢ase. Hawme-
‘,é(/} penn cnekTpn KP AlFeClg B ra3oBoit ¢a3se, pacuHTaHHbIC
W HM3MepeHHHe 9acTOTBl KP-aKTHBHBIX Kose6aHHit 3TOro
AHMepa HaXOMsTCA B XOpOILUeM COrJIackH. Pacunransl aMm-
MJHTYAB KOJeGauuii s MOJIEKYJ AlClg, AlFeClg u Fe,-

| it Sl Rat s { C. T. Kasdpan

e - ©
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117: 222245 Raman scattering in iron borate (FeBOy) at s,y
/pressures:  phonon coupled to spin-pair fluctuations 4!
magnetodeformation potentials. Massey, M. J.: Meshin L -
Girvin, S. M. (Harrison M. Randall Lab. Phys., Univ. Michigar .,
Arbor, MI 48109-1120 USA). Phys. Rev. Lett. 1992, .
2299-302 (Eng). The first direct measurement of the moiulat, - ¢
the magnetic superexchange parameter J by optical pher. 4 .

reported.  High-pressure Raman scattering studies of the . ...
compd. FeBOs reveal an unexpectedly large interaction betaces o
Ly (BOa)3- internal mode and spin-pair excitations. By pressure t .-
Aﬂlﬁ J, resonant decay of the phonon into the two-magnon contis ..
and assocd. mixing were obsd. yielding a phonon-magnon fa

_coupling const, g = (0.15-0.20)j.

C. 4. /1998, I/E w9
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M

xuebao =Acta phys. sin .—1992 .—41 Ne 6 .—C. 929—936!
r W

1994

9 51021, DNeKTPOHHAR CTPYKTypa aTOMHOro Knacrepa'
FesB /Shi Shuang-he, Wang Xu-wei, Chen lJin-chang //Wuli;

.—HKur. ;pes. aurn.
Cnun-nonspusosanHsim - metogom CCM Xa-paccesHHbix!

BONH PacCyMTaHa 3NEKTPOHHAs CTPYKTypa kKnactepa Fe B
cummerpun  Tq. Mpusepensl opburanbHble KapTsl 30eKTPOH-
HOM NNOTHOCTH, oOpbuTanbHble puarpammbl, rpacduku nnot-
HOCTEH OfHOHACTMYHbIX cocTosHui. OBb6cyaeHo BnusHue'
atomos _6opa Ha cTpyKTypy Knactepa.  A. B. Hemyxun_

X. 1993 N9
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124:271847h Thermal expansion study of ordered and disor-
dered Fes;Al: an effective approach for the determination of
vibrational entropy. Mukherjee, Goutam Dev; Bansal, C.; Chatter-
jee, Ashok (Sch. Phys., Univ. Hyderabad, Hyderabad, Ire. 500046). Phys.
Rev. Lett. 1996, 76(11), 1876—9 (Eng). Thermal expansion measure-;
ments have been performed on chem. disordered and D0, ordered Fe,Al:
alloy by using the capacitance dilatometric method. A semiclassical model |
was used to obtain the anharmonicity parameters and accurate values
of the Debye and Einstein temps. An est. of the vibrational entropy
difference between the ordered and disordered phases of the alloy is also

obtamed by usmg thxs approach. .~ .- D
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F: AlFeCl6

P: 3

131:264095 Structure and vibrational spectra of
the vapour molecules Fe2C AlFeCl6. Akdeniz, 2.3
Tosi, M. P. Abdus Salam International Center

Theoretical Physics Trieste I-34014, Italy Z.
Naturforsch., A: Phys. Sci. 54(8/9), 477-481

- (English) 1999 Melting of aluminum and iron -
trichloride crystals is accompanied by a structural
transition from octahedral to tetrahedral

coordination of the ions, and a widely accepted .
interpretation of their 1liq. structure is tha
mainly consists of strongly correlated dimeric
units. Such Al2Cl6 and Fe mols. are stable in the

1999



vapor phase and coexist in gaseous mixts. togethe
AlFeCl6 mols. In this work we extend to Fe2Cl6 and
AlFeCl6 our earlier s the ionic interactions in |
Al2Cl6 [2. Akdeniz and M. P. Tosi, 2. Naturfors .
54a, 180 (1999)], using a model which accounts for
ionic deformability th (i) effective valences and .
(ii) electrostatic and overlap polarizabilitie main
disposable parameters of the model are adjusted to
the Fe-Cl bond le FeCl3 monomer mol. and to the Fe-
Fe bond length and a bond-stretching fre in the
Fe2Cl6 mol. The results are used to evaluate the
structure of the AlFeClé mol., which has so far
only been inferred from the obsd. Raman sp in mixed
vapors. Extensive comparisons with data on mol.
vibrational frequencies are also presented for
Fe2Cl6 and AlFeClé6.
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F: FeAl

Py 3 !
132:15758 Electronic structure and physical:
properties of FeAl. Gao, Y, J Zhong, X. P. Department

of physics, Guangxi University Nanning 530004,
Peop. Rep. China Acta Metall. Sin. (Engl. Lett.),!
12(4), 488-491 (English) 1999 The electronic

structure of FeAl is detd. by a one-cell-state method’
and the potential energy curve, lattice const., cohesive
energy, bulk elastic modulus, and the variation of the
linear thermal expans:‘gonr_c_o_gaf_f.__g;tblgialva;:___ !

C. A- 2600, 0L
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135: 157920d Hig.ﬁ-rcsolution electron microscopy and struc- ' Qf

tural optimization of Cgg B3gNsg and Fe@BgyNsg clusters. Oku, T.:
Suganuma, K. (Industrial Research, Osaka University, Ibaraki, Osaka.

Japan 567-0047). Diamond Relat. Mater. 2001, 10(3-7), 1205~1209
(Eng), Elsevier Science S.A. At. structures and the structural stability
of Cy4 and B3N clusters were investigated by high—resoln: electron .
microscopy and MO/mechanics calens. The obsd. high—resoln. image
. was related to a Fe@B,gNgg metallofullerene structure, and a structure
(/ﬂ ~n model was constructed. Total energy calcns. of the clusters showed that -
/ g the Cag, B3sNas and Fe@BygNsg are stable in this order. Image simula-
L tions of these clusters agreed well with obsd. images, which confirmed
the proposed structure models. I S,
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F: Al-Fe-Si e AL — Cliiiuarit (AH,F)
P: 1 —_—

02.06-1953.21. 3uransnuyu obpasoBaHua cnjasos Al-Fe-
Si (*ray"' (5], ‘ray"' [10 ‘ray' [1], ‘ray' [9]).
Enthalpy of formation of Al-Fe-Si alloys ('ray’ (5],
vray' [10), 'ray'([1], ‘'ray'[9]) / Li Y., Ochin P.,
Quivy A., Telolahy P., Legendre B.” /7 J. Alloys and
Compounds. - 2000. - 298, N 1-2. - C. 198-20 AHrI.
B xanopumerpe TuaHa-KanbBe MOCPeACTBOM pacTBOPeHUA
B aJOMMHMEBO} BaHHe Ip Temneparype 800pC u3MepeHH
sHTaNbNMU OOpa30BaHMA  TPOMHHX  crnyasoB Al-Fe-Si
Mocne JIeBUTAUMOHHOTO nijaBJIeHUsA cnjaBl (120,073
OTTOXKEHH N0 MX OOHODA3HOI'O COCTOAHMA, KOTOpoe ObUIO
uccnemoBaHo MeromoM PCTA, a C noMoubio aTOMHOMN
a6COPOLUMOHHO! CreKTpockonum O  ONpeneJIeHH TOYHHEe
cocTasH CnjaaBoOB. lpuse 3HauYeHuAd SHTaNbNUM
o6pa3oBanua ¢as ‘ray'[5), ‘'ray'(10), ‘'ray'(l] wu
‘ray' [ npu Temneparype 298 K. BuGm. 20.
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F: Felnl2(n) Je B (T«’{W@- th = 4ctiw) Jook

02.04-19B3.4. TepmomuHamMMueckme cCBOICTBA Sopunos
xenesa / 3aiiues A. M. /H{dus. xummmu. - 2001. - 75,
N 10. - C. 1746-1749. = Pyc. -

llonlyueHH TepMooMHaMMueckue GyHKUMM Gopunos xenesa
Npy MCCNenoBaHMM CIUIABO PA3HOTO COCTABa B PasJMYHHK
OKCMNEpMMEHTAJIbHEX  YCIOBUAX. OHM XOpowo corjac c

HauOornee JOCTOBEPHEMMU 3KCNepUMeHTalbHuMMI
pesysibTaramu M MOTYT OHTb  PpPEKOMEHOOBaHH  mis
TepMOAUHAMUYECKUX pacueTos. PekOMeHIOBaHHkIe B
CrpaBOYHH M3MaHuax Knacke O., Kubaschewski o0.,

Hesselmann K. Thermochemical Propert of Inorganic
Substances. 2{nd} ed. Berlin: Springer-Verlag,
1991, Kubasch 0., Alcock C. B., Spencer P. J.
Materials Thermochemistry. 6{th} ed. oOxfo Pergamon
Press, 1993, Chart T. G. Critical Assessment of
Thermodynamic Da for the Iron-Boron System.
National Physical - Laboratory of U.K. Teddingto
Middlese. England, 1982. P. 6-1-6-19 BeJIMYUHL
pacxonaTca C MMEOWAMUCA SKCNEPUMEHTANbHEMA NaHHEMY,
Bubn. 16. B o
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F: Al[0,28]Fe[0,72]
p: T - /A Hé)

03.02-19B3.22. CraHnapTHasn DHTaNbNuA obpa3oBaHus
Al[0,28]Fe[0,72] npu 298 Standard enthalpy of formation
of Al1[0.28]Fe[0.72] at 298 K / Feutelais Y Legendre B.,
Guymont M., Ochin P. // J. Alloys and Compounds. - 2001.
- 31-2, - C. 184-189. - AHDII.

Onpenenunu CTaHOapTHYIO 3HTaNbNUK obpa3oBaHus
'IENBTA' [£]H[m, (298)] nansa coeaunenus Al([0,28]Fe(0,72] c
noMowslo Kanopumerpa Tian-Calvet (Setaram) pacTBoOpeHue
xejesa B aJOMMHMEBOM BaHHe npu  800pC (1073 K).

MoHokpucTanamu cnnas NPUIrOTOBUIN njassieHueM B
NOABEWEHHOM COCTOAHMM C NOCJHeayouuM oTxuro lonyuunmu
3KCnepuMeHTanbHoe 3HaueHue 'AENBTA' [f]H[m, (298) ]=-

24645'+-1€22 Ox/Monb. Bubm. 15.




