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YAl e P90 1983

4 B1044. Uccneponanue Mmeromom Xaptpu—®Poka [

YEeTOM BCEX IJIEKTPOHOB 3JICKTPOHHOrO CTPOCHHSI M NpPH-

ofnt cBa3u B mosekyae YPd. An all-clectron Hartree-Fock:

investigation of the electronic structure and nature of

bonding in the molecule YPd. Shim Irene, Ginge-

rich Karl A. «Chem. Phys. Lett.», 1983, 101, Ne 6,

528—534 (anru.) : . :

Metonom CCIT MO JIKAO B aByxakcnoHnenTHoM 6asmce.
CrpynnipoBanubX rayccosbix ¢-mimit (4d-AO npeacrasJieHH!
TPEX3KCMIOHCHTHBIMH (b-UHAMH) PACCYHTAHB! NMOTCHUHAJBHHE,

. KPHBHIG H 2JEGKTPOHHOE CTPOEHHe TPeX HH3KOJCKAIHX CO-

v[l ” %0 crosimit 2A, 23i+ u 2I1 mosckyam YPd. Ot cocrosnus
/ / COOTBETCTBYIOT o6uemy axccouuail, npexeay. Y ((D4d'5s?) +
+Pd('S4d"P). Pacnpenenenie 3apsfa aaa Kaxaoro  c€o-

CTOSIHHSI JCCJACAOBAHO B paMKax aHajH3a 3aceseHHOCTeH:
MO no MaJanukeny 1 no kapram JAcdopmal. NJIOTHOCTeil.:
VYcranopseno, uTO XHM. CBSI3b B TpeX COCTOSIHHAX M. O.,
cpBsizana C NepeHocoM 3apsiAa H3 3anosHeHHbX do- n dm-;
opGuraneit Pd na pakauTtnble HJH YaCTHYHO 3amOJHEHHBIE

5 do- u dn-op6utann _atoMa Y, a_TakxkKe C _OAHOBPEMCHHBIM!
X-/98Y, 19 vy -




oGpaTHHIM TepeHOcOM 3apsiaa n3_3anonHentoii 5s — AOY:
na Bakantiyio 5s — AO atoma Pd. dddekTuBHBIT 3apsf:
atroma Y b YPd nuMeer Maayio oTpuu. BeaHunny. Paccun-:
TAHHLIC BENHUHHLI JHMOJBNBIX MOMCHTOB JUISt COCTOSTHIL)
2A, 25+ wu 21 cocrasumn 0,52, 0,37 1 0,61D, coors. Bu-
‘YHCJICHHS CHEKTPOCKOMMY. TMOCTOSHHBIX HCC/eNOBaHHBIX CO--
crosiunit YPd npuBenn K cjef.  3HAYCHHAM:  COCTOSIHHE!
2A — Re=5,08 aT. ex, De=1,87 3B, we=144 cm—!; co-:
crosinite 22+i —R¢=5,25 ar. .en, . De=1,69 3B,  w.=:
=128 cm-!; cocrosiie 2II—Re=524 ar. ex, De=.
=1,67_3B, we=127 em~. . . _H. A. Tonoas
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99: 218976n An all-electron Hartree-Fock investigation of the
electronic structure and nature of bonding in the molecule
yitrium-palladium. Shim, Irene; Gingerich, Karl A. (Dep. Chem.,
Texas A and M Univ., College Station, TX 77843 USA). Chem.'
Phys. Lett, 1983, - 101(6), 528-34 (Enq). All-electron ab-~initio
Hartree~Fock calcns, were dens on the 3 low-lying electronic states
34, 2+, and 211 resulting from the interaction between an Y atom in
the 2D4d15s2 term and a Pd atom in the 1S4d10 term. The basis sets
used were of double-zeta quality in general, but the 4d-orbitals were’
represented by triple—zeta functions, The chem. bond in all 3 states
was attributed to donation of charge from the filled do dr orbitals of

, the Pd atom into the empty or partially filled do and dr orbitals of

; the Y atom and a back-donation of charge from the filled 6s-orbita

e he Y d a back ion of ch fi he filled 6 bital
) d/ <) of Y into the emf:ty 6s-orbital of Pd. The bonding in the YPd mol.
roduces a smal neg. charge on the Y atom. Dipole moments of

.62, 0.37, and 0.61 D, resp., were predicted for the 24, 23+, and 211
slates. uil. distances, dissocn. energies, and vibrational frequencies
were _calcd, for the_low:iy!ng states of YPd,

@
@A 1983, 99, ~ &6
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3 A88. HccaepoBaHue 3J€KTPOHHOTO CTDOEHHA W HpPH-

\;op,m cea3u B Moaekyse YPd meromom Xaprpu—®Poka c

yeroM BceX anekTponos. An all-electron Hartrece—Fock

investigation of the electronic structure and nature of

bonding in the molecule YPd. Shim Irene, Ginge-

rich Karl A. «Chem. Phys. Lett.», 1983, 101, Nt 6,
528—534 (anr.a.) o

Heamnupnuecknm Merogom CCIT MO JIKAO B Gasiuce

CrPYNNHPOBAHHLIX TayccoBhix ¢-1nit 17s13p8d10s8p5d  1c-

, CJIE/lOBAHO 5JIEKTPOHHOE CTROEHHE YPd (I) B cocrosinusax

Z[/) %o 2A, 23+ y 200, nosyvyeHHBLIX H3 atoMa Y B COCTOSIMHH

v ) Z 2D 4d'5s? w atoma Pd B cocrosnun 'S 4d'. Nas ykasau-

HBIX COCTOSIHHIl AJIHHBI cBs3eil Haiifenn paBHeMH 5,08;

5,25 u 5,24 at. ex., sHeprin Auccounaunys — 1,87; 1,69 u

1,67 3B, xoneGateabnble yacToThl— 144, 128 u 127 cm~!,

aunoabiele  MoMentol —0,51; 0,37 u 0,61 ex. [ebas.

Bo Bcex cOCTOSIHHSIX XHM. CBsi3b OCYLLECTBJISETCS NyTeM

JOHOPHOrO TepeHoca 3apsifa c 3anoaHennbix do- i dm-op-

6b./98Y, 18,13

&




6urajeiit Pd Ha BakaHTHble HJAH YaCTHYHO 3aMoJHEHHBIE
do- u dn-opGutann’' Y M AaTHBHOrO NepeHoca — ¢ 3amoJ-
HeHHOil 5s-op6urany Y Ha Bakautuyio 5s-opGuranasr Pd,
4To npuaomrr K lxe6onbm0\1y oTpHLAT. 3apﬁny Ha aTo-
Me Y . JI. JleGenes
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165130. DnexTponnas CTpykTypa M TepMoauHamuyeckue csolicrsa YIrC u
YIrC[2]. Electronic structure and thermodynamic properties of YIrC and YIrC[2] /
Roszak S., Balasubramanian K. [Chemical Physics Letters] // Chem. Phys. Lett. -
1996. - 254, N 3 - 4. - C. 274-280. - Anrn.

KanToBo-xumuueckumn metogamn MII2, dynxwionana MIOTHOCTH, MCTOAAMH
CCIT B nontoM akTHBHOM npocTpancTse KB ¢ HecKonbKiMi HCXOJHBIMH
KOH(QHIYPaUHAMH 1 YYCTOM OAHO- M ABYXKPATHBIX BO3GY:KACHHIT HCCACAOBAHLI
monekynst  YIrC  um  YC[2]Ir. TlpoBcheHa ONTHMM3AUMA  HECKOMbKHX
AILTCPHATHBHBIX CTPYKTYp M paccuHTaHbl KoseGatenbhbiec yacToTel. [Tonyueto
XOpouiee  COrnacHC pacCUNTAHHBIX  TCPMOJAMHAMHMYECKHX XapaKTEPHCTHK ¢
dKenepiM. AantbiMit. Tlpoananusiposana npupoaa XiuM. caaseii B paccMOTPEHHBIX
CMONEKYMAX.

Poex 199F
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P:3
165130. DnekTpoHHas CTPyKTypa M TepMoaHHamiucckie csoiictsa YIrC u
YIrC[2]. Electronic structure and thermodynamic properties of YIrC and
YIrC[2] / Roszak S., Balasubramanian K. [Chemical Physics Letters] //
Chem. Phys. Lett. - 1996. - 254, N 3 - 4. - C. 274-280. - Aura.
KsanTtoBo-xumuueckumu  mMecronami  MII2,  dyHkumonana niaoTHOCTH,
meronami CCIT B nonsoM akTiBHOM npocTtpatctee H KB ¢ HeckonbKumu
MCXOMHBIMH  KOHQHIYpaUMAMH W y4ETOM OJAHO- M  JBYXKPaTHBIX
B0o30yxaeHuit uccnenosansl Monekynsl YIrC u YC[2]Ir. [Ilposencha
OMTHMH3AUNA HECKONBKHX QIBTCPHATHBHBIX CTPYKTYP M PaccHHTaHbl
_KkonebatensHeie 4acToThl. [lonmydeHo Xopouiee COrnacHe pacCHHTaHHBIX

Pouex 1997



TCPMOAHHAMHYCCKHX XapaKTCPHCTHK C JKCNCPHM. JaHHBIMH. l'lpoannmnupoaana
npHpoaa XHuM. cBAa3eil B PacCMOTPCHHBIX MOJICKY/1aX.
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129: 73428n Electronic structures and optical and magneto—
optical properties of RFe; (R = Y and Lu) intermetallic com-
pounds. Rhee, Joo Yull (Department of Physics, College of Natural
Sciences, Hoseo University, Choongnam, 336~795 S. Korea). J. Phys.:
Condens. Matter 1998, 10(19), 4307—4314 (Eng), Institute of Physics
Publishing. The electronic structures of RFe, (R = Y and Lu) were
calcd. using the linear—muffin—tin—orbitals method within the local—
spin—d. approxn. For LuFe, the 4f electrons were treated as band
electrons. The calcd. band structures and densities of states were similar
to those of previous publications. The caled. magnetic moments were
also in good agreement with both previous calcns. and expts. The
diagonal and off-diagonal components of the optical cond. tensor were
caled., including the dipole transition matrix elements. The self-energy
corrections to the calcd. optical cond. spectra led to a reasonable agree-
ment between expts. and the theor. calens. for both components. The
most significant contributions are from the regions near the ~L and
=X lines; in particular the regions near the ' and L points make esp.
large contributions. The bands involved in the 2 eV shoulder in the
measured optical cond. spectrum are either p—d hybridized (occupied)
ones or ones with mostly d character (unoccupied). - e




