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NOCTOSIHHON M RJIHHOI CBA3R TSl THAPHAOB JKeJe3a, Ko-|
s el ity

e S e o~

[)ﬂ ” 6anbTa u mukens. Xa PuTonos 10. §. K paBo-
X Ba I B. «K. Heoprau. Xumum», 1980, 25, Ne ll,’
3053—3058 '

Ipoanannsuposana KOppeJauts Mexnay cuiosoii noc-ro-,‘!

SIHHOM & W paBHOBecHoj} IJIHHOM r. cBsizejt MeTaJl1 — Bo-

AOPOA AN THAPHIHLIX COEAHHEHHT MeTasoB VI rpyn-,

,jk&'éﬂl{ (078N TIEPHOAHY. CHCTeMbL. Haiineno, uro eNHHYIO T1aBHyio;
Koppeasiuuio Mexay k w r, ans THAPHAHBIX COemHHeH Y |

6’”‘4 /Zﬁ&/" Bcex 3aJgemenros VIII TPYNNBl HeJb3st NOCTPONHTL 6e3 cy.i
* ‘ LICCTBEHHBIX OTKJIOHCHHI] OTACIBLHLIX 3HaueHmii k, re OT.

/4 > KV KOPPCJIALHOHHO KPHBOIY, *ec HCNIO/b30BaTh  BesHYHHp k.
fﬂr = /"/ . M Te, NpHBeleHHHe B JnuT-pe. [ THADHAOB eJse3a, ko- |
GanbTa M HHKeJst OGHAapyXeHAa cpaBHHTEMbHO TJIaBHay |
Koppensiuus, K-pasg B KoopaHHaTax k=13, ynu k—rg2 -
ONMHCHIBAETCA MNPAMBIMH JIHHHSMH. D1a KOppeasiuus  ye-

@@ noJjib3oBaHa naas npenckasanus HCH3BECTHHIX 3HAYCHHIT /e:i
15N

Te MIH KOJCGATEJBNLIX YAacTOT B pas/iumix “THApHAH
219N

A ¢

COCMUNEHUAX dkene3a, KoGaibta u mikens, _Pesioare 0.,
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94: 92726h Empirical dependences between force constants
0 // and hond length for iron, cobalt, and nickel hydrides. .
haritonov, Yu. Ya.; Kravtsova, G. V. (Mosk. Khim.-Tekhnol.
Inst., Moscow, USSR). Zh. Neorg. Khim. 1980, 2)(11) 3053-8

. (Ru-:). Using known data the possibility was analyzed of their
L [Ix bein,; a correlation between the force consts. & and equil. bond |

]enw\n re for hydride compds. of Group VIII of the periodic table.
( /(e /’ ch

Ucmr' literature values it was impossible to construct a smooth
correlation between £ and re for hydride compds. of all elements
_of Group VIII without large devmtmm e BB i o
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- 23 B1210.  Heamnupuueckoe H3yueHHe — KOJIHHEAPHON
peakuun Fet(‘F) u Fet(°D) ¢ Hy. An ab initio study: of|
collinear reaction of Fe*(*F) and Fe*(®D) with H, Al
Sodupe M., Lluch J. M, Oliva A., Illas F., Rubio J. //!
J. Chem. Phys.— 1991.— 94,  Ne 6.— C. 4352—-4355.—’]
Aunra. : ;

Ha ocnoBe HesMmupHu. pacuyeToB HceslegoBana KOJLHHe- |
apuas p-uus Fe*(‘F,%D)+Hz>FeH+H. Pacuern npose- '
JleHBl MeTOAOM KOH(QHrypal. B3-BHS C HCHOJb30BAHHEM |
anroputma CIPSI. Oas atoma Fe mcrmosb3osan peJsTH- |
BHCTCKHIT OCTOBHHII ICEBAONOTEHUHAN H BaJCHTHHII Ga3uc|
“Crpynmup. rayccoBux ¢-uuit (4s4p6d3f)/[3s2p3d1f). Iony-i
‘9eHBl CeYCHHsl MoTeHuHaibHHX IIB psfa KBapreTHHX '
‘CEKCTETHHX cocTosnnii Juneiinoro FeHs*.  Onpexenentt!
-TCOMCTPHY. NapaMeTpPHl NepPeXORHOrd COCTOSHHA, Gapbep !
*sHeprust p-uun. Haiineno, uro peakunss Fet+(6D)+H, xa-!
“PaKTepPH3yeTCs BHCOKHM GapbepoM, NpPEBOCXONALHM 3H-|
-ROTePMHY. 3Hepruio p-unn. Bapbep peakumn Fet (‘F)+H,'
<CyUIeCTBEHHO HHZKE, YTO COrJIacyeTcsl C SKCNCePHM. AaHHH-!
‘MH. OTMeyeno, YTO AJS KBAPTETHHX COCTOSIHHII BO3MOMKCH
HeKOJUIHHeapHblil MCXaHH3M peaKUHH. ~A. A. Cadonos
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118: 67193p Electronic structure, vibrational spectrum, snd

photochemistry of.the iron + molecular hydrogen system.

Granueel, Giovanni;  Persico, Maurizio  (Dip. Chim. Chim. Ind..

Univ, Pisa, 56126 Pisa, ltaly). Chem. Phys. 1992, 167(1-2), 121-30

(Eng). We present an ab initio study of the electronic structure of

the Fe + H: system, based on the CIPSI and CASSCF methods. The

main points addressed in this paper are the nature of the electronic

states of Fele, its equil. geometry and the assignment of the obsd.

d y ‘ﬁ'\ s vibrational bands.  “The latter two problems are the object of
Z/Lé U/QVW/ controversial interpretation of the exptl. data: our conclusion is that

< the mol. is linear in the ::mund uintet state, and the sym. stretehing,

hand cannot be detected in the IR spectrum. In order to clariy the!

M ‘ Yphotochem. of the Fo + H: svstem, we have detd. potential encrpy

vurves for_the insertion of the iron atom in the H-H bond. in_the"
ound and several excited states originating from Fe 3D(3d%4s3),
SF(3d74s), $P(3d74s), D338 4s4p), 5}\‘}355454;:) and *PY(3&4sdph. :
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\ WFLQO’ [ 124:245252r The identification of the FeHz radical in the gas ¥
phase by infrared spectroscopy. Koersgen, Helga; Muenz\Petr_a_, -
Lipus, Klaus; Urban, Wolfgang; Towle, Jonathan P,; Brown, John M. |
(InshtutAngewandte Physik, D-53115 Bonn Germany) J. Chem. Phys. |
1996, 104(12), 4859—-61 (Eng). The FeH, radxcal was detected in the .
gas phase through the observation of transitions in the fundamental :
band of the antisym. stretching vibration v3. The mol. was generated in
M W ) an elec. discharge through a mixt. of H and Fe pentacarbonyl in He and l
the sxg'nals were recorded by the technique of laser magnetxc resor:ance. !

/&Z/WM » The mol. is linear in its ground state and this state is 3A in churacter; ;

theor. calcns. suggest that it has yerade symmetry. The vibrational !

Aﬂg/m LA ) band origin is 1674.7196(4) cm~1 and the rotational const. for the (0,0 ,0):
. level is 3.01328(3) em=1.. This latter value corresponds to an To. I-‘e—H

bond length of 0.1665 nm.
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