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0 .ium and gadolinium sulfides, Pr;S; and GdS, and the dissociation’

——— _energy of praseodymium oximg,_ James A. (Univ. of ___
Towa, lowa City, Towa). 1969, 180 pp. (Eng). “Avail. Univ.
Microfilms, Ann Arbor, Mich., Order No. 70-4360. From Diss.| _
| Abstr. Int. B 1970, 30(9), 4080-1. SNDC '
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7776 BI135. <" ImuccHonublit crnektp MoJjekyast PrO, Ve )

5 ' kitachalam T. V, Krishnamurty “G; NariX,

' simham N. A. Emission spectrum of PrO. «Proc. In-(

W " dian Acad. Sci», 1972, A76, Ne 3, 113—120 (amra). X

" Mceaenopa aMiuccHonuulii cnektp Monekyas PrO s ayre

Y - nccrosunoro ToKa. MaenTudmuupopana  BpallaTeabHas

' CcTpyKTypa TOJOC C LEHTpaMH TNpiH 8488,95, 7986,44 1
7662,85 A 11 -10Ka3ano, YTo NEpBble 1BE NOJOCH OTHOCATCA

k mnepexomaM A2As/2(v'=0; 1) —X2II/o(v”=0), a TpeTbs }

. moJjoca— K Mepexony B2As/s(v”=0)—X2ITa/2 (0" =0). K

M. P. Ames .

X.A9FBNE ) ‘.'



D0 7= 1 - 5FZY 497

S5

' 504845x Emission spectrum of < praseodymium monoxide. |
‘)I{:lkitachalam, T.V.; Krishnamurty, G.; Narasimham, N. A.,
"(Spectrosc. Div., Bhabha At. Res. Cent., Trombay, India). [
' Proc. Indian Acad. Sci., Sect. A 1972, 76(3), 113-20 (Eng). . The “
‘bands of PrO at 8488.95 and 7986.44 A_of system I and at
. . ! 7662.85 A of system 111 were photographed on a 6.6 meter concave )
, i grating spectrograph at a dispersion of 1.2 A/mm and their rota- .

| tional structure analyzed. They are assigned transitions from

"y’ = 0and 1 levels of A2A;zand v = 0level of B?As; toa common f

_n'’_= 0level of the ground, X*II;. state.
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po APV SEY 1979,

7 3J1417.  Cmexrp =~ H3ayuckus PrO. Venkitacha-
lam T. V., Krishnamurty G, Narasim-
ham N. A. Emission spectrum of PrO. «Proc. Indian
Acad. Sci.», 1972, A76, Ne3, 113—120 (amr..)

CrnieKTp H3JydYeHHst MOJIKYJIbl PrO Bos06yxpancs B ayre
[OCTOSIHIOTO TOKA MeXAy TIPaQUTOBLIMII SJCKTPOAAL €
naGuskoit PrsOy u ¢ororpaguposaics ¢ alcnepcueit
1,2 A/mm. TlpoBeneH anain3 BpalLaTeNbHON CTPYKTYPHI NO-

Jh noc 0—0 (8488,95 A) 1 0—1 (798644 A) cucreyt 1 nno-

nockl 0—0 (7662,85 A) cucTenbl I11. TIpusesensl TaG0AHILI
© yacTOT BpallaTenbibX JHHINT BeTBeil P, Q u R u paccuyn-
© raHbl MOJICKYJsipHbIE KOHCTAHTLI BO3GYKAEHHBIX COCTOSIHILI
" A2As/o, B2Ag/z 1 OCHOBHOTO X2II3/,. Tloka3zano, uTO CHCTE:
Cwer 1w 11 takse xax n cueremst IH n IV oGycnoBacHbl
hepexomaMi 13 JBYX AyGneTHbIX BO30YMACHHBIX cocTost-
HHil B OCHOBHOE. ) B. . Anexcannpon

# 197343 ~ @
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|——.—_. 4 bands belonging to 2 systems was analyzed.

T 98743y Electmmc spectrum of praseodymmm monoxide.’
ienyavskaya, E. A.; Egorova, I. V.; Lupanov, V. N. (Dep.
Chem. Thermodyn., Inst High Temp ., Moscow, USSR) J. -
Mol Spectrosc. 1973, 47(3), 355-62 (Eng). The emission and
.- absorption spectra of PrO were investigated. At 5000-11,200 A, -

the bands of 22 systeffi¥ were found. The rotational structure of
In the absorption - -——

spectra, there were obsd. transitions from at least 2 electronic

Q A " G«‘WOT i tates havmg close values of vxbratxonal and rotatlonal consts

A0 59




2,0 =587 7973
Y j 76138, 9 eKTpoHNLIT cﬁé'x‘rgn MOHOOKHCH npaseonHMa. .
’ Shenyavskava E. A, Egorova l. V, Lupax

. nov V. N. Electronic spectrum of prascodymium mono-
xide. «J. Mol. Spectrosc.», 1973, 47, Ne 3, 355—362

. (anra) .

Cnektp PrO noayuex B norsomenun (3000—9500 A) u

S\JJAU(O B Ticmyckammn (3000—F1200 A) npu marpesanmn PreOyp,
7y B meun mo 2200°. B.oGmactn 5000—11200 A  pmgenenst

Cuting F 92 cHCTeMbl MOJIOC 1 BHIMOJHEH aHajH3 HX KoJjebaTeabHOI .
' CTPYKTYphl; IIOJyYeHbl 3HAYeHHA 0"=830—836 cM~! .
AU . @exg”=2—3 cm~!, Ilposemen. anaauad BpaLATENbHOI .

CTPYKTYphl 4eThpex T0JoC, c(oTorpadupOBAHHEIX ¢ MH- .

cnepcueit 1,5 A/my.  Ilokasano, uTo mnorJollenie npo-

: 'HCXOZHT TO Kpaiiieif Mepe B ABYX 3JIEKTPOHHBIX COCTOS-
© ymax; aas ommoro m3 mux (s cyM—!) Bo=0,36100,0001;

Do= (2,60,3) X 10~7, masi- ap. Bo=0,3620£0,0001, Do=.

=(2,440,3)~7; nmosochl oTHeceHs K mepexofan ¢ AQ=l

(cnyuait cesiau «c» mo Tynay). [. H. Karaes

X AIRV N 5




R 07

, STHX CHCTEM MMeIOT GJHSKHe SHAUeHHS KoyeGaTenbHbix
. BpallaTeNbHLIX KOHCTAHT 3t ABAKIOTCH, TO-BHANMOMY, koM.
TIONCHTAMH CcOCTOsIHNS 20, TIPEANONOKHTENBHO OCHOBHOTO: |

N AN

1973, 47, Ne 3, 355—362 ‘(aura.)

CriekTpL! H8JyYeHHs # moraowenus PrO s o6aacTi 500—. .

1200 iy moqryuenst ¢ moMoIBIO TaHTANOBOM TiewH ¢ Topou-

KooGpasib PreOyy B aT™ocdepe aproia, HarpeBaeMoll o.
0J10¢, o{pasyiouy-

T-put 1800—2200° C. Hamepenbl KauTh. T
22 cucTeMbl 3MEKTPOHHBIX mepexofos PrO, Prutonsen aua-
JIi3 BPAUATeNBHOIT CTPYKTYPH Tosoc 1—0, 0—0 1 0—i] CH--
cteMbl VII i monocst 0—0 cuerenmer X. Hiumnuie COCTOS H My

H

v - B.A.

cocrosnng PrO. ‘Bu‘ﬁn..S/

S E I et

[

. 311333. " 3nekrpomnwit cnextp PrO. Shen y’é.irs ka-
1 ..vaE A,Egorova I. V" Tup> panov V. N. Electronic. -
“spectrum of praseodymium monoxide. «J. Mol. Spectrosc.», )

¢
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| }'( Chesm . P/7/S 1979, 60.(3), 1167 -#1.
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- ﬁy/f ﬂ g
s 180070 Molecular studies of gascous oxides. Murad,
 Edmond; Tanaka, Y. (Air Force Geophys. Lab., Hanscom AFB,
P U Mass). UL S, NTIS, AD Rep. 1976, AD-A033675, 20 pp.
ik, Avail. NTIS. From Gou. Rep. Announce. Index (U. S.) .
7 V977 0100, 217, A surplus high temp. mass spectrometer was |
D e afully refurbished and patinto operation.  Preliminary
e nents ol the dimaoen energy of pancoun PrO pave the
S o b healZmol (o r6h 1 0 8 eV Final anal ol
Uik renalte on the decaocn enepy of gaseous IO gave the value

9“'_[ 2 eyl oof P11 L 0 heal/mol gor 45h 4 0.10 ¢V).  Preliminar
7 easurements on the vacuum UV spectra ot mols. formed with

. wists, of Ar + O and of Kr + O were performed. In the case of
%Q Kr + 0: 5 continua with peaks at 1490, 1830, 2090, 2320, and

520 A, are obsd. B S

O T I8 A2 @& " 7 -
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e |
Crpa 77220 £4¢ 5 / 4 ﬁ /y 7 /j
pr ﬂ T ‘h344 AHann3 BpawarteabHOil  CTPYKTYpbl  9jekt-

POHHEIX mepexojoB B PrQ, oxaAHYMBAIOIHXCS HA OCHOBHOM
cocrosunu. DelavaTJ.-M, Van Heems J, Beay-
fils J.-Cl. Analyse rotationnelle de deux transitiong
¢lectroniques du monoxyde de prasecodyme liées a ['¢fat
fondamental. «Can. J. Spectrosc», 1977, 22, N ¢
117—120. (ppanw.; pes. aurJ.) ;

IpoBesien anHaJH3 BpallaTe/bHONl CTPYKTYPH dynnamey.
TaJbHBIX 3MHCCHOHHBIX moJoc cHcrem VII u X MOJIeKy gy
PrO B o6aacti 7500—8500 A. Mcxoast H3 usBectuunix pay.
HBIX 7O KoseOaTesbHoil CTPYKTYpe H MOJIOMKEHHS Tiapyy
JHHHIT B ABYX nosocax cucreMbl VII NPCANOJIOKEHO, yrq
Ha0mo1aeMble CNeKTPsl COOTBETCTBYIOT NEPEXOAAM, HHiKiye
'YPOBHH KOTOPBIX SIBJSIIOTCS KOMNOHCHTAMH COCTOSIHMs ().
[Toczennee paccMaTpHBACTCA KaK — OCHOBHOE  COCTOsyyq

Proise » Peaioy,

;/4//71

Yy~ 704/

G2, Vg A

7




Cpprnecelle b7ED 7GEY
/ /Z/// " 175163, . Auanu3 BpAWATENLHON  CTPYKTYpH  ABYxX

3JIEKTPOHHBIX TEPEX0/08 MOHOOKHCH NPa3eoiuMa B OCHOB-
Hoe cocrosuue. Delaval J-M, J. Van Heems -
Beaufils J.-Cl. Analyse rotationnelle de deux tran:
sitions électroniques du monoxyde de praseodyme liées
a l'état fondamental. «Can. J. Spectrosc.», 1977, 22
Ne 6, 117—120 (¢ppanu.; pes. aura.) k

B oGaactn 7500—8500 A cdororpaduposaH cnektp nc-
nyckanust MoJekyast PrQ, ITpoaHannsnpoBaia Bpauiateds-
nas crpykrypa moaoc 0—0, 1—0, 1—I, 2—1 cucremnr VI|
n moviock 0—0 cucremnt X. 3HaueHHS Vkanr., Vo, B’, D’
B”, D” pasunl cootB. (B cm~!): VII, 0—0—11776,7
.11770,41, 0,3412, 1,1X10-7, 0,3608, 2,9X10-7; 1—fe
19517,65, 12511,39, 0,3415, 2,0X10~7, 0,3610, 3X10-7.
1—1—-11686,4, 11679,52, 03416, 2,4X10-7, 03596, 3x
w1105 2—1-+—12422,5, 12416,21, 0,3404, 2,2X10-7, 0,3597
3%10-7; X, 0—0—13046,5, 13038,63, 0,3458, 2,8%10~7
03617, 2,4X10-7. TIpeanonaraercsi, uro HaGaoxaewyy
CeKTp CBSI3aH € NEPEXOAaMH B Pa3JHUHBIE KOMMOHeHmy
cocrosinist XD, x-poe paccMaTpuBaercst KaK  OCHOBHog

| 2° // )‘97 ///fi' cocroanne Moaekysan PrO. B. M. Kusg,
o SN e

A 17

Yoy - o4/




Xl ~ Ze, 74
88: 143721p  Kotatonal analysis of two eleetronic transitiong
or prascodymium monoxide connected to the fundamenta)
state. Delaval, J. M Van Heems, .1;  Beaulils, J. C. (Lab,
Spectrose. Mol Diatemiques,  Univ. Lille 1, Villeneuve d'Aseq,
Ir.). Can..J. Spectrose. 1977, 22(8), 117-20 (IFr). A rotational
anal. of the principal emission bands of the VI and X systenz

£EE7 / 794 ¥
/D'Z' g Gp21/72E4C j/ o0

of 1'#(i at 7500 8500 A was carried oul. The known vibrational
: assignments and the existence of primary lines in the 2 hands of
sy<tem VI suggest that the obsd. specica correspond i
:/é///f [ raicitions whose lower states are components of 20 state
g chich is considered to be the fundamental state of Pr0.
. i e mimow 4

N

@A, 7Y L 72O
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3 1103." CrpoeHue H HEPTHH JHCCOUHALHH razoo6pas-

.HbIX OKHceit npa3eoanma u neopuma. Murad Edmond.
N ~N E B, i R 3 o 2

The dissociation energies of gaseous prascodymium and
neodymium-monoxides -and their structure. «Chem. Phys.
Lett.», 1978, 59, Ne 2, 359—361 (amura.)

Macc-cnekTpoMe. pHYECKHM Cnoco6oM H3ydeHb paBHOBe-
cus B rasosoil ¢ase npH T-pax nopsiika 1900° K: _M,+4
+M;Q=M,0+M,, rae M;, M,=Pr, Ti, Nd, n noliyuenn
TeMnepaTypHbIC 3aBHCHMOCTH KOHCTAlT pPaBHOBECHS, Tell-
JIOTB peakuuii n suepruu auccounanun Do®(MO) B kmx/

[MoJb: Z@Q,i‘(mﬂ # 697,0 (NdO) ¢ Tounoctbio =+12,6.

OGcysxaaete™. BosvnyHoe cTpoenne mosekyas PrO. Tl A.

@
5




_ Oz wewes 71790 7CrF
7 B857. Ouepruu AuccouHalMK ra3oo6pasubix MOHO-
/Z/ﬂ OKHCJI0B Tpa3eoaMMa H HEOAHMA H HMX CTpyktypa. Mu-
rad Edmond. The dissociation energies of gaseous
codymium- und neodymium-monoxides

pras and their
Mﬁ structure. «Chem. Phys. Lett.s, 1978, 59, Ne 2, 359—361
v (anra.)

C mOMOLIBIO Macc-CreKTpoMeTpa, 06OpYA0BAHHOTO H3ro-

. -ropscunoit n3 Mo addyanonnoii KaMmepoii, HCCJICI0BAHBI
rasoda3Hpic H30MOJCK. p-UHH Pr+TiO=PrO+Ti (1),
Nd+ScO=NdO+Sc (2) u Nd+TiO=NdO+Ti (3) nuan

cucresoii  Nd;03—SceO;—Ti. B mutepsane T1-p 1800—

<B 2000 K moayuenst ced. 3asucumoctd In Kp (1) =—0,5385 4
? . +10655,1/T, In Kp (2)=1,9566-+940,1/T, InKp (3)=
=0,2876+4800,5/T. Tlo 3-My 3aKOHY BCJHYHHB —AHC0g

cocrasun 73,6+12,6, 21,8+12,6 u 343+12,6 ana (1) —

(3), cooTB. M3 3THX JaHHBIX BbIYHCJCHHI Dy (PrO) =

—=736,4+126 u D (NdO)=697,0+12,6 ~KAK/Moub.

B pamkax HOHHOIf MOJEAH PHTTHEpPa JesnaeTcs BLIBOJ O

TOM, UTO B3aHMOJCHCTBHE HOHOB Prt u O— Jayumwe onuce-
(E paer’ MoJiekyay PrO, mexesns Pr++ u O——. Bce Beanuunw
B KIXK/MOJb. B. B. Uenux

&, SGEGHE




P'w Y0: 77314w The dissociation energies of

dymium and neodymium monoxides and their structure,
Murad, Edmond  (Air Force Geophys. Lab., Hanscom AFB,

Massd.  Chem. Phys. Lett. 1978, 59(2), 359-g1 Ene
/}%C) Dr0) and De(NAO) were detd. mass spectro (=ng)
&

£ascous prasco=

i metrically and
fouad to be 736.4 + 12,6 and 697.0 £ 12,6 kJ/mol, resp. lonje
conteiations to bonding in these mols. are discussed. .
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/Dfpﬁ . 91: 65558m New experimental results on the electronic
: spectrum of prasecodymium monoxide. Beaufils, J. C..
. Carette, P.; Blondeau, J. M. (Unites d'Encignement et de
Recherche, Univ. Lille I, F 59650 Villeneuve d'Ascq, Fr.). 4
Mol. Spectrosc. 1979, 77(1), 1-10 (Eng). New spectra of PrO
were investizated under high resoln. in emission and in absorption
by means of hollow-cathode and King furnace techniques.  The
2 ' rotational consts. of 2 new systems were detd. Observation of
the 1st R lines of the 0-0 bands and the anal. of their hyperfin
Wf 7 - structure lead to the conclusion that the lower states involveg
are probably the 2 components of a 2T state which would be th
lower state of red bands already studied and previously HSSigneg
i _as a 2 state. . L ¢
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N\ 14324, Hopas - skcnepumentanbnas fugopmauns 06

aekTpoiHOM cnektpe _PrO. New experimental results on-
the eclectronic spectrum  of . prascodymium monoxide.
IBeaufils J. Cl, Carette P, Blondeau J. M.
«J. Mol. Spectrosc.», 1979, 77, Ne 1, 1—10 (anra.)

.C wucnoabsobanieM neun Kinra o paspsia B nosowm
KaToAe MO/yYyeHLl CMCKTPHl MOrJIOLICHHS M HCNYCKAaHHsI na-
pos PrO B oGnactn 559,7—601,9 um. Bnepsbie npoanasnu-
3HpOBalla BpaulaTeabHast CTpykTypa nosoc 0—0 cHcTeMbl
XVII u 0—0, 0—1 cucremsr XX (HoMeHKJIaTypa COOTBeT-
cTByeT npHusatoil B pabGore (Shenyavskaya E. A. et at,
«J. Mol. Spectr.», 1973, 47, 355—362). Brickazano npen-
[IOJIOXKCHHE O TOM, YTO HHXHee COCTOsiHHe, panee HACHTH-

¢HuHpoBaHHOEe Kak - cocrosinie 2D, cielyeT OTHECTH K

uny 2T, _ e -



rzr 72l Jl 2 2767
oS vk F439 Vs
"(/0 . 3B137. Hobble 3KCMEpPHMEHTaJbHble Pe3yabTaThl JAs
' 2J€KTPOHHOTO CMCKTPA MOHOOKHCH TNpa3coiuma, Beaug
"fils J. Cl, Carctte P, Blondeau J. M. New exC
. perimental results on_the clectronic spectrum of praseo-
dymium monoxide. «J. Mol. Spectrosc.», 1979, 77, Ne 1,
e ) 1—1-/110 (anrJar.) :
£ Yo/ 3MepeHB JICKTPOHHBIE CMICKTPBI HCMYCKAHHS 1 MOTO-.
'/)L(?"J"' wenist MomookicH npaseoanva PrO. Jlna moayuenus xak
V47144 /(,,%ﬁ/ . CHCKTPOB TOTMOLICHHS, TaK H CNEKTPOB HCMyCKaHH: lc-
]

0/Ib30BAJIOCh TepMiY, BO30yXKaeHIe PrO B neun Kunra¢

(ncnapsizach OKICh Mpa3eoiiiMa PrsO1, T=2500 K, artmo-

U,/ _cdepa Ar—300 mm). B Kau-Be HCTOUHIKA BO36YXKACHHSA
= FE » CHCKTPOB HCMYCKAHHs HCMOAL30BAMACh TAKIKE —Jamma ¢
HOMBIM KATOAOM, OXJaiKIacMblM JKIAK. a30TOM. CnekTpot

HCMyCKaHUs periicTpuposalii ¢ paspeweniem 250 000, mno-

rutoienna — 570 000. HaGmozaeno 60JbllIOE  YHCJIO T0JIOC

© PrO, npuuajjeKauux pasaHinbiM ciicreMaM. Tlpoananu-

3npoBana BpaulaTeabHAS cTpPyKTypa  moJjoc 0—0 (A=

=6019 A) cucremsr XVIIT 1t 0—0un 1—1 (A=5597,.

5612 A) cucremn XX. HaGmonenst A /=3, 5 u [=

22 =4, 5 - g —0 tem XVII u XX coors.
RS 24,5 B R-petpax nosog 0—0 cicten XVIL i B3 coots



) IE)’_‘EE_]IH bIX KpacHBIX noJsoc.

OTMeyeHO, UTO HH3LIHE Bpaulartesblible JHHHH YUIHPEHH
32 cyeT CBEPXTOHKOIl CTPYKTYpHL. OmpefiesieHbl MOJEK. MO
crosnube mas cucreMsl  XVII (0—0):  B”=0,3608 (3),
D"=393%10-7, B’=0,3534 (7), D’'=2,08X10-7 = vo="
=16591,35, Vianra=16609,73 cM~! u aas mepexopo XX,
(0—0): B”=0,3620 (2), D”=2,40X10-7, B’=0,3559 (7), .
D"=291%10-7, vo=17842,29, Vianra=17862,85 cm~! ,n
XX (1—1): B”=0,3603 (6), D"=156X10"7, B'=!

=0,3520 (2), D'=0,237X10-7, vg=17769,22, Vianra= '
=17814,01 cm—!. OGuapykeHbl BO3MYIICHHs BO Bpawa- :
TeABHON CTPYKType obenx cucreM. Ilposesen  aHalns *
CBEDXTOHKOI CTPYKTypnt  Jummit [=3,5 u 4,5 cucreMbl

XVII u Jaunnii [=4,5 u 5,5 cucremnt XX, Onpegenen '
napamerp A, papuniit 0,24 cm~!. OTmeueno, uto KoMOuna-
LIHOHHBIE COOTHOUICHHs, nojyucnuble aas -nojoc XVII 1 .
XX, xopouwo corjacyiotcst € JHT. 3HAuYeHHsMH, HMEIOLLi-

mics aas nojoc VII n X. Ha ocnoBannn amamnsa nony-
YellHBIX AAHHLIX CAeJal BLIBOJA, YTO HIKHHMI  COCTOS-
HHSIMH  HCCJICAYEGMBIX CIICTEM SIBJSIIOTCS ABE KOMMOHCHTEL
cocrosanus 2T, a ne 20, Kak CUHTAJOCh paHce. OrTMeuctio,

uyto cocrtosiune 2I' moskno OBITH HH3WIHM H JU'S paHee
C. B. Ocuy _



. . o o e, AT I
fj 0 9'5119. 'O cBepxTOHKOi cTpyKType noaoc 0—0 B
‘”L cnekrpax cicrem PrO XVIL Dulick M, Field R. W,
Beaufils J. Cl. On the hyperfine structure of the
0—0 band in the PrO XVII system. «J. Mol. Specirosc.»
1979, 78, Ne 2, 333—334 ‘(anrm.) . SO (B
Iokasano, uro CTC mnonoc 0—0-,B. nonnoctsio * paspe-
7 mocxmbr.\' cnekTpax ¢GmoopecucHusH cucreMst  XVII - PrQ

S .., OOycCJIOBJCHA CBCPXTOHKHM B3aHMOJCHCTBHEM B B

[/[/),[//pﬂ///g. (BO3Gy 2k fetom) cocrosmmu. Hamepenst wacrotw ?{%}:{::
s, Ve O TR X3 el €

M. Esnokumos’

Q—fwcw 388{&
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91: 219505d On the hypexfine structure of the 0-0 band in

the prascodymium oxide (PrO XVII) system:  Dulick

Michael;  Field, Robert W.; Beaufils, J. C. (Dep. Chem.

Massachusetts Inst. Technol,, Cambridge, MA 02139 USA). ./
Mol. Spectrosc. 1979, 78(2), 333-4 (Eng). The XVII system of
PrO was examd. at high Deppler-limited resoln. (0.002 cm-1) by

recording laser fluorescence excitation spectra with a 1-MHg

bandwidth continuous-wave dye laser capable of continuoyg

30-GHz scans and mcasurement of low- lines in both R ang p

vé/, /7 branches show that the deminant hyperfine splitting is in the
g * upper state. Frequencics of completely resolved hyperfine
Clos o7 240y components of the R(4.5), P(6.5), and R(6.5) lines of the XVIf
/ -~ 0-0 band are listed. The fact that the hyperfine splitting of the
C}%"',Z-f . lower electronic state is much smaller than that of the uppér
/ state implies that the lower-state_configurational assignment of

1.C. Beaufils et at.(1979), 2 Pr+ O-. (¢4/)3(a65)(x2p)s, 5

incorrect. - : ! e i S

O
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tpa e FEEG 1977

CBepXTOHKasi CTPYKTYpa ToOJOCHI 0—0 cucre-

mut XVII mosexyam PrO. On the hyperfine structure of

the 0—0 band in the PrO XVII system. <J. Mol. Spect-

rosc.», 1979, 78, Ne 2, 333—334 (aura.)
T1poanaju3npoOBaHO CBEPXTOHKOE paCilernciie JHHEI ¢

s mosoce 0—0 cucremst XVII moxexkyast PrO,

Moh c(" MasabIMH J
/ / i 3aperucTPHPOBANHON C pa3pelcHHeM 0,002 cm—! B cnekTpe
B036yxKeHHs  (pJ1yopecLeHIIHH. AHajn3 nokKasaJ, uTO 3a
CBEpXTOHKOE pacllelieHHe  OTBETCTBEHHO BepxHee COCTOSi-
nne. [lonyueHnbie pe3yabTaThl CBHIETEJBCTBYIOT O HEKOP-
PEKTHOCTH MACHTHQHKAWHH  HHKHETO COCTOSIHHSI  CHCTe-
M XVII moxexyan PrO, npeanoxentofi panee (Beau-

fils J. Cl, et al, <J. Mol. Spectrosc.», 19
-— B
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23 B172. . Anajn3 BpallATeJbHOIi H CBCPXTOHKOI CTPYK-
typwt mosocul 0,0 cuctembl XX PrQ. Dulick Micha-
¢l, Field Robert W, Beaufils J. Cl. Rotational
and hyperfine analysis of the 0,0 band of the PrO XX

‘System. «J. Mol Spectrosc.», 1981, 87, Ne 1, 268—277

(aura.)

MeTOZOM CNCKTPOCKONHI JIa3CPHOrO BO3OYKIOEHHs C ce-
JICKTHBHBLIM Y3KOMOJIOCHLIM . IeTCKTHPOBaHHEeM (Jyopeciien-
LM CCeN0BANa BpallaTebliasi 1 CBEPXTOHKAs CTPYKTy-
pa mosoctt 0—O0 cucremst XX PrO (Q'=55—Q”=45).
Mouaexyast PrO, oGpasylouecsi NOpH  HCIapeHuH cMeci

PrGOn+P1_r (130(_)_—:_1_‘100°), 3aXBaThiBaMICh 3aTeM IHOTO-

KOM aprona M=l—3'mx). 3nayeHHs Voo, BpaaTes-
HBIX HPOCTOH}lfl’::l¥ By 1 D, TOCTOAHHBIX CTC 6(10 u d,
PrO (B cm-—!), mnoayuennbie 113 CMEKTpA BO3DYMRACHIA
‘(pnyopécnenuuu: Q" =45—0, 02361918, 1,78-10~7, 0,2816,
6,67-10-5; Q=>5,5—17845,373, 0,355904,  2,60-10-7,
0,1328, 0. B_cnektpe (ayopecueni, BO3GyAaeMOM

X./9.8/, /9, W 33.



BGmi3n mosocsl  0—0 (5‘60' HM), HaGI0AANHCh TOJIOCH: !
587 my u (0—I1, cuctema XX, AGy;,=8319 cu~t); 628 i
. 662 M (0—0, 0—1 emwe oami nepexon ¢ AQ=+1, AGy,=
- =833,0 cm-!); 696 mm (0—O0, Tpernit mepexox ¢ AQ=
=+41). Bce nozochl cojepkajii_ HHTEICHBHYIO Q-BeTBb U
Gosee cnaa6ble P- n R-seru. Ilpn amamise HX Bpaua-
TeABION CTPYKTYPHl MOCTOSHHEIC LCHTPOGEKHOrO ICKa e
1 (PUKCHPOBAJHCL H MPHHHMAJHCh DABHLIMH Dy”’. 3mna-.
"yenust To (OTHOCHTCJBHO HiKLell KOMOOHEHTH), By H &,
(8 eM—!) nmas .Tpex YKasamiblX coctoanuit ¢ Q=45—
© 3500,3; 0,3556; —; 1936,7; 0,3637; 0,0018; 0, 0,361918;"
0,0014. CnexTp ¢siyopeciieHltil Noayueil TaK#e OT JHHHH.
. 529 nm  Ar+  sasepa [anmus P (34,5) moocst 0—0 cueTeMB
XXI]. B cnexktpe nad.110/12.11iCh  10/10C5 388, 647,657, €95 u
756 1M, OTHCCGHILIC COOTB., K MEPEXOAa:M 113 .COCTOSMNA
"Q’=55 B cocrosmusi Q=45 (0—0), Q“=45 (0—-0),
Q”=65(0—0 u 0—1 (T=37360, AGy,=830,9, By=
. =0,362)), Q”=4,5 (0—0, To=5720,5, Bo=0,356). -
R N . .. B._M. Kos6a
-w




* /9%/, LZ,/;//ﬂz .

Loprzzieede 77526 198/

- 12 1526.  Aunajn3 ppauwaTeJbHON i CBEPXTOHKO] CTPyk-
Typ mogocer 0,0 cicrembt XX mostekyant PrO, Rotational and
Jiyperfine analysis of the 0,0 band rO XX system

Dulick Michael, Field Robert W, Beay.
fils J. CL «J. Mol. Spectrosc.», 1981, 87, Ne 1, 268

277 (anra) D
. B oGaactit 560 uM moayueir CNeKTp (ayopecueH raso-
0pasubix Mosekys PrO. Paspemaiowas cnoco6nocrs CIlek-
TpoMerpa Oula OrpammycHa JAOMJICPOBCKIIM yunipenmuey

‘OcoGee Binvanie yneleno amami3y BpalaTeabiof y
‘CBCPXTOHKOIT CTPYKTYp mosocut 0,0, oTHocsimeiics k CHCT! :
me nepexoaos XX. IMoayuenst taxike cmeKkTput BO30y:2Ken ko
‘payopecuenwint  Molekya PrO B momoce XXII ™ 0—g “1;){'
(34,5) c BosGyxpenueym Art-nasepom. ITo skenepiy Ia

HBLIM OMpencsenst 3naucnus koucraur AG(1/2), B, g dl/l,
di’ 1 di”, XxapaKTeplu3yiouHuxX COCTOSIHHS Q'=5,5; 'Q/,'___45v

1 Q=65. B e ET— . 1
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/ 94: 216888j Rotational and hyperfine analysis of the 0,0

band of the prascodymium oxide (PrO) XX system. Dulick,

Michnel;  Field, Robert W.  Beaufils, J, C, (D(‘Tj Chern,,

Massachusetts Inst, Technol, Cambridre, MA 02139 USA), - J'

Mol. Spectrose. 1981, 87(1), 268-77 (Eng). The PrO XX (-9

band was recorded at Doppler-limited resoln. by laser excitation

,/[7 VZARE spectroscopy with selective fluorescence detection. The rotationg]

d “and hyperfine structure of this ' = 5.5 - Q" = 4.5 band wpg

reanalyzed. In addn., fluorescence spectra obtained through

i excitation of selected rotational lines in the XX 0-0 band and E,y

" the 529-nm Ar+* laser line established an energy ordering of A

. low-lying @ = 4.5 states and 1 © = 6.5 state as well ag 65(1/2)

"valucs for the @ = 6.5 and the 2 lowest © = 4.5 states. Principal
. consts., in cm-1, are given, o

O
LA 198 5 nR6




O Ler FrERST 198
pé/O 12 11527. SilCl(TpOIllll;li{ cnckrp nlbﬁéxy.wu PrO. 3uep-

JHH TNCPEXOMOB, BPAWMATCALHEIT aHAaM3 i CBEPXTOHKas
ctpykrypa cuctem XVII u XXI. The electronic spectrum of
PrO. Energy linkages, rotational analysis, and hyperfine
'structure for systems XVII and XXI. Dulick Micha-
el, Field Robert W, Beaufils . Cl,
Schamps J. «J. Mol. Spectrosc.», 1981, 87, Ne 1,

e - 278—288 (aura) \
B oGnacti 350—700 1M nosyuensl CnekTpL Bo3GyiKackig
/

C/LW ‘ayopeeucnmint moJekya PrO B uerslpex mosocax: XVI]
0—0, XXI 0—0, 0—1 1t murecpxoMOHHALIONIIOl noJstoce,

' COOTBCTCTBYIOUICIT MEPEXOAAM MCHKAY BEPXUHM M HIKiy

.-,L[ /) cocrostuiisizit, cootBetcTBeHHO ciicteM XVII i XXI. Vera.
/ nosiaeno, uto cueremsl XVII.n XXI' odycrosiein nepe-

xoxamn Q'=45-Q"=35 n Q'=45->Q"=4,5. Iag Beex
HACHTHQHIIPOBAHHLIX IOJOC ONPEACJICHLL BPalaTCIb b
; KOHCTaHTBl 1l TOCTOSIHHBIC CBCPXTONKOTO B3aHMOACIiCTRyiy”
B, it d. Kpose 3Toro, o0HApyXXeHO MATb HOBBLIX HI3KO-
Jexauix  coctosinuit  Modekyast PrO. .

B JGLLIG AR
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123 B171." Aaexrpomnntit cnektp PrO. Dnepruu cBsasm,
BpallaTebHblii aHaJH3 M CBEPXTONKAN TTPYKTYPA CHCTeM
XVI1 u XXI. Dulick Michael, Field Ro-
bert W, Beaufils J. Cl, Schamps J. The elect-
ronic spectrum of PrO. Energy linages, rotational ana-
lysis, and hyperfine structure for systems XVII and
XXI. «J. Mol. Spectrosc.», 1981, 87, Ne 1, 278—288

' (anra.)
ﬂt/) Mamepena 11 npoananmsipobana Bpamareasias . CTC
) ce[. UCTHPEX TOJIOC B CIICKTPaxX JIa3epHOro BO3CGy:AeHus

i ¢ayopecuenuun PrO:» 602 ny, cucrema XVII, nonoca
0—0: 535 n 560 mum, cucrema XXI, mosoctt 0—0 n 0—|
c00TB.; 610 HM—1NOBasi HHTCPKOMOHHAL. CHCTEMA, BKJIO-
yalouass BCpPXHee COCTOsiHIE CHCTEMDb XVII n nmxuee co-
crosmie ciucremst XXI, nomoca 0—O. Mertoauka “axcnepi-
,MCITA ANAJOTHUHA paiee HCMOAL3OBABWICHCS (M. caen.
.pedepar). Tlpupenenbl BOJHOBLIE ypeaa JIHHHI  Bpama-
“reaptioit u CT crpykrypsl. 3HaueHus MOJEKYJISPHEX mo-

X. 1981 19 23



crosnublx Ty, By, Dy(-107), d u dy(-10%) PrO (8 cv—'):
cocroaune, Q=45 v=0—18882,388, 10,353001, 2,87;
0,12403;  1,031; . cocrosune Q=4,5, v=0—16594,075,
0,353736; 4,29; 0,12977; 1,216; coctosnne Q=45 v=
'=1—1049,035; 0,360719; 3,41; 0,27691; 2,011; cocrosue
Q=45 v=0—217,383; 0,362134; 3,38; 0,27744; 7,042;
cocrosnne Q=35 v=0, —0, 0,360948, 3,22, —0,00809,
—. M3 ananusa Bpawareabioil CTPYKTYPH CIEKTPOB ay-
opecleHUHH ¢ pa3miuHuiXx y’, v'=0 ypoBHeit BepXHuX co-
“crosnnit ciecrem XVII i XXI noayuenst gaunste (To u B,)
IJs  CIIC TNSTH HH3KOJEXKAUWX COCTOAHHIT: Q=35—
3887,15, 0,35751; Q=3,5—2931,66, 0,35712; Q=45—
2155,16, 0,36264; Q=5,5—2099,16, 0,35879, Q=35—
2064,34, 0,35654. OGcyxnaaercsa Koudurypauns nabaiona-
“eMBIX -9JCKTPOHHBIX cocTosHnit MoJekynsl. B. M. Kos6a

2%
L 21
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/ 9% 216889k The clectronic spectrum of prascodymium
oxide (PrO). Energy linkages, rotational analysis, and
hyperfine structure for systems XVII and XXI. Dulick,
Michael; Field, Robert W.; Beaufils, J. C.; Schamps, J. (Dep.
" Chem., Massachusetts Inst. Technol., Cambridge, MA 02139
USA). J. Mol. Spectrosc. 1981, 87(1), 278-88 (Eng).
Doppler-limited laser excitation spectra for 4 bands of PrQ were
recorded: System XVII 0-0, System XXI 0-0 and 0-1, and the
V7, 0-0 intercombination between the upper and lower states, resp,
Al ! of Systems XVII and XXI. ~ First lines in R and P branches
prove that Systems XVII and XXI are, resp., Q' = 4.5 - Q' = 3.5
and Q' = Q" = 4.5, Hyperfine components are well resolved for
all 4 excitation bands. Rotational and hyperfine consts. are detd.
by least-squares fits data from all 4 bands together. In addn.,
fluorescence spectra, recorded from various J', v' = 0 levelg of
the upper states fo Systems XVII and XXI, reveal 5 new
low-lying states. Principal consts. 9 Q-states are given.

O
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/ 7 [0429. BpawarenbHHil aHaIH3 HEKOTODHIX 3/EKTPOH-
nuix nepexonon PrO. Rotational analysis of some electro-
nic transitions <im the spectrum of PrO. Shenyav-
skaya E. A, Kalendin L. A. «J. Mol. Spectrosc.»,
1982, 91; Ne 1, 22—34 (anra.)
TepMHUCCKINT CMEKTP HCMYCKAHHA MOJICKYJ PrO cdoro-
rpaupOBan INpH pa3pelicHHH ~300000. BeimosnxHen Bpa-
éé /) . maTe’bHBll anami3 13 monoc mpunagnexawnx 10 pas-
L JHYHBIM JEKTPOHHBIM IepexomaM. OmnpeesicHbl CNEKTPo-
CKCNuY, mocrosiuuble vo, B, D', B”, D” pas Bcex 13 no-
Joc. - . I S . B. C. Hpanos

b 982, (8,7




|
13 B120. BpaluyaTeabHblii aHajaH3 HEKOTOPHIX 3MEKTPOH:
ubix nepexonop B cnektpe PrO. Shenyavskaya E. A
Kaledin L. A. Rotationa alysis of some electronic
transitions in the spectrum of PrO. «J. Mol. Spetrosc.»
1982, 91, Ne 1, 22—34 (aura.) .
[TpoBeneH BpaumaTeabHblil aHaaH3 13 aum ’
) PrO B o6macti 5000—10000 A, ‘npunannlg*jxgggﬁxﬂ;uionomc |
va/) 5 JIHYHBIM  CHCTEMaM 3JICKTPOHHLIX NCPeXOA0B. HCCnenogaa'
Jible TIOJOCH! Pa3fieJleHl Ha TPH TPYNNBL: nepsast rpynan:
25352, 5597, 5363, 7320, 6924 u 10405 A; Bropas rp ;11a:
6019, 8386, 9578 A; Tpetbst rpymma: 5367, 5612 );ng;é'
7708 A. B Kaxjoit Tpynne KOMGHHAL, Pa3HOCTH AsF” s
kaxcporo J coBmajaloT B Tpejesnax TOYHOCTH naMepemi‘rﬂ
Kak 3TO HMEET MECTO AJIs MOJMOC C OOLIHM  HHMCHHM coi'

JCTOAHMEN, s oo . B. M. Muxajinop

v./982 79 V13




129, | 1984

96: 60285p Rotational analysis of some electronic transitions
in the spectrum of prascodymium monoxide. Shenyavskaya,
E. A; Kaledin, L. A. (Dep. Chem. Thermodyn., Inst. High
Temp., Moscow, USSR). J. Mol. Spectrosc. 1982, 91(1), 22-34

? Rotational anal. of 13 emission bands of PrO belonging to

arandy
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4 J1225. "~ dnektponnas crpykrypa PrO: ceoaka = pe-
yabTatoB anaausa. Electronic s of PrO: - an
Enalysis summary. Dulick M, Field R. W. «J. Mol.
pectrosc.», 1985, 113, Ne 1, 105—141 (aura)
Hccnenopann 0—O-mojockl 9 3JEKTPOHHHX NCPEXOAOB
(cuctemst X, XI n XVI—XXII) B o6aacts 500—800 nm.
CTeKTPaX Jla3epHOro BO3GYMACHHS (JYOPECUCHIHH, o~
JYUEHHBIX C BBICOKON TOYHOCTbIO (%£0,005 cm~!), BhInOA-
HeHo Q-OTHECCHHe BepXHHX H HHXHHX cocTosHmii.  He-
\JIe0BaHHs pa3pellieHtoli (yOpecueHUnH  BHABHML 22
) o HOBBIX 3JCKTPOHHBIX nepexoga PrO, pacnojoXenHbx B
VZ[- /7 ) Toit e o6nactu cnektpa. [lpupeaeHa SHEPreTHY.  aua-
) rpaMma ypoBiieii ans 31 3JCKTPOHHOTO TEPEXOAA MEKALy

22 COCTOSHHSMIL A. C. VBanos

®
ch/956, 15,7
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4 B1187.  3Aaexrtponnas crpykrypa _PrO. TOTOBBI
aHamu3, Electronic - structure ‘of PrO:mTy‘:is sum’(‘
mary. Dulick M, Field R. W. «J. Mol. Spectrosc.»)
1985, 113, Ne I, 105—141 (anrn.) - )

Hccneposausr  mosocet  0—0  ~(mmoraa 0—I1, 1—1)
9 3JIEKTPOHHBIX TepexofoB MoJsekyasl PrO B ‘CneKkTpax
Bo30yxKAcHH H 22 NepexoioB B CNCKTPax ¢ayopecueniuy

(06n. 500—800 mum).  Has Bo3GyKACHHS HCMOAb30Ray

y3konoJaocusiit (Av ~1 MIn) . nepecrpanBaeMuii opuomo-
NOBBIT Jasep Ha Kpacnteasx. OTiHecenHe nepexonos po
Q" n Q" nposoamaoCh 1O NCPBHIM JIHHHSAM B P- n R.
BETBSIX BpAIAT. CTPYKTypul. [lpoanannaHpoBaHbl nomywey-
lble fanible  no-kose6at., spamar. 1 CTC cnexrpos,
Pe3yJbTaThl BBITOJHCHHBIX 3auce nceaeposaunit PrO.. I[Tpy.
BeJcHbl 3HaueHust To u AGyjp. AL PasNHYHBIX NCPEXOpom
H cocTosinuil. B mnpeamoJsoxenui, 4To KoHdHrypauus oc-
HOBHOrO 3JICKTPOHHOTO COCTOSIHHSA ...4f206s ¥ anexTpon-
Hasi CTPYKTypa MOJIeKYJbl MOXKeT ObITb OMHCaHa B pam-
KaxX HouHoit Moienu Pr?tO%*- nama HrtoroBas aHarpamma
cocrosinnit PrO, Bkmovalowas 22 yponus u 3l mnepexop
Mmexay HuMH., OGeyxkaenst CT H 3/CKTPONHO-BPAlUAT. B3an-
MOJICIICTBHSI B MOJICKYJIC. _ B. M. Kon6a
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'-103: 131622x Electronic structure of praseodymium monoxide
(PrO): an analysis.summary. Dulick, M.; . Field, R. W. (Dep.
Chem., Massachusetts Inst. Technol., Cambridge, MA 02139 USA).
dJ. Mol. Spectrosc.- 1985, 113(1), 105-41 (Eng). The (0, 0) bands of
9 prominent electronic transitions, Systems X, XI, and XVI through
XXII, in the wavelength region 500~800 nm were studied. High-precision
(£0.005 cm-1), Doppler-limited, selectively detected dye laser
fluorescence excitation spectra for Systems XVI-through XXII were
recorded and analyzed. Definitive © assignments for tl}e upper and
2 1 00 4 Ao states of these transitions were established from identified 1at

?ﬂ. &/7?%,(/ 4 ines in the P and R branches. Resolved fluorescence studies
// Jrevealed 22 addnl. electronic - transitions in the same wavelength

y . region, many of which provide energy linkages between the upper or
(/Z( . // . lower states of previously obsd. transitions. The comprehensive
: energy level dingram assembled from 31 electronic transition linkages
3 ) ,  » comprises a total of 22 upper and lower electronic levels. @
/’/[,[ ﬂ?’/[ztéé/,/ - Assignments and relative energies - for the electronic states of the
Y : ~— transitions studied (including Systems XIV and IX ldenuﬁegl in
:;/Z o I//IQ:Z/ fluorescence and the proposed assignment for System VI) are given,
Z ;/é/bf The relative energics are with respect to the lower state of System
‘ h ' . XVII, assigned here as the ground electronic state. B

C.A./985 /03, /6.
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" 113: 240795h Hyperfine structure in the two lowest electronic

states of praseodymium monoxide molecular-beam laser-rf

.double resonance. Childs, W. J.; Azuma, Y.; Goodman, G. L.

(Argonne Natl. Lab., Argonne, IL 60439 USA). J. Mol. Spectrosc.
1990, 144(1), 70-96 (Eng). The hyperfine structure (hfs) splittings
in the electronic ground state (2 = 3.5, v = 0) and the first excited

.electronic level (energy = 220 cm-1, @ = 4.5, v = 0) of “1PrO were'

Cleptmoniat
Y Lngpe.

measured over a broad range of J-values to a Precision of about +3
kHz. No perturbations are obsd. The levels are represented as
states of Pr(Ill) 4f26s in an axial elec. field, and the hyperfine
structure resulting from the combined hfs and rotational Hamiltonians
is worked out. The contribution due to the interaction between the
two states of different Q is important. A single least-squares fit is
made of the resulting theor. expressions to the 166 radiofrequency
(rf) measurements in the two states. Efforts are made to identify the
contributions analogous to the conventional terms involving b, ¢, and

_e?Q. The J)erturbations in the optical spectra (of systems XVII and.
0

the band at 6100 A) are in the common upper level (as previously'

‘reported), as is the A-doubling. The hyperfine structure of the
- upper state is detd. to a precision of a few MHz. . . ___

@-/]-/ggﬂ: _4\_3/ NG
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- 11B51201. CBepXTOHKAas CTPYKTypa B ABYX HaHHH3-
IIHX 9JMEKTPOHHBIX cocTosiHHaX PrO npu momowm Jaa3ep-
HOro-pajlHONACTOTHOTO JBORHOTO pPe30HAaHCa C MoJeKyasp-'
HoiM myukom. Hyperfine structure in the two lowest
electronic states of PrO by molecular-beam  laser-rf
double resonance. / Childs W. J.,, Azuma Y., Good-
man G. L. // J. Mol. Spectrosc.— 1990.— 144, Ne 1.—
C. 70—96.-— Aunra. )
Merogamu nugyunp. gasepusiM n3aydenwem ®JI u aa-
seproro-PU  apoiinoro pesonanca ¢ HCMOMb30BAHHEM MO-.
JIeK. Tyyka H3Mepena c Toynoctbio 3 K[  CBepxTOHKas
SN\ CTPYKTYpa 371eKTpOHHHX nepexofoB (Q7=3,5, v=0)—-
— (E==16594 cn~l, Q=45 v=0) n (E=220 cn~!
Q”=45 v=0)—~(E=16594 cu~!, Q=45 v=0)
= "PrQ. Auanns cneKTpos BHIMOJHEH C y4eToM 3(deKTos.
SO~ Snallenis, KBaApymnoJbHOro B3-BHA H CHIH-OPOHTAIbLHOrO
\ B3-BHsI. 3HaylT. BKJaj AaeT B3-Bie MEXAY ABYMsS 3JEKT-
POHHLIMH COCTOSHHAMII ¢ pa3anyHbiMi Q. Ha ochose mo-
JIYYCHHLIX CMCKTPOCKONHY. J[aHHBIX BHYHC/IEHE CTC B
OCHOBHOM 3JICKTPOHHOM COCTOSIIHH € 3KCMEPHM. TOdIO-
CTBIO, B TCPBOM BO36YKACHHOM 3JCKTPOHHOM COCTOAMIHH

756

' . XHEeM 3JeKTPOHHOM
\X./gg}, N f{ . € TouHOoCTbIO oKoso 0,5 MIu u B BCI\pi}u. Y§ e

YCOCTOSIHHH C TOYHOCTbIO B HECKOJDbKO
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i 114: 255578 Intermediate noricct of differential overlap
‘spactroscopic studies of lanthanide esn., loxes: dintumic lanthanide
joxides prascodymium monoxide und thuliummonoxide. Kotzian,
'M.; Roesch, N: (Tech. Univ. Mueachen, 8046 Garching, Fed. Rep.
Ger). J. Mol. Spectrosc. 1881, 147(2), 346-58 (Enf). ‘The
low-lying states of PrO and TmQ arising from the st.-like mol.
ground states 4f:63 and 4i'26s, resp., are calcd. employing &
: !g)cctnwcopic INDG (INDO) MO procedure augmented by a doub}c—group
I (CD) technique which includes spin-orbit interactions. The mol.

/11194 : .
/al(/(/’(/a/mdl 1‘5"““‘5 closely follow the ceupliu;‘, pastern of the at. staies, as 13

P ‘revealed in o dispiay accordiny to the approx. quanturn no. _(.I.,
wém [/’LM  characterizing the totul angular momentum no. of the lanthanide
t / contribution to the leading determinent. Qverall agreement with
%ﬂm expt. and recent ligand ficld culens. is very gc)(.(!. )c;np. tor_ th\n,
” . manifold of the lowest-lying multiplet component of PrO (Je = 4}
v Both theou, procedures reproduce the exptl. @ value for ihe f:rguml
siate, 8.5.  Hcewever, the iNl)O approach rrcdwl:«' & different @ for

M 7/'}10ll!'ii!t?}l!l}(_l_;_ig‘}y‘l)f ‘T'mC than do 'li,;up(_i ficld calens.

e.A.1991, 114, w6



