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9191, Iepexon A!'Z—X!T moaekya H u 3KD.' | ;
KoneGateNbHblii  aHANH3 M MOJCKYJspHble  TOCTOSIHHbBIE., 5 l/
Bartky Ian R. The AIS—X!S transition of 3*KH and'

KD Vibrational numbering and molecular constants.!
+«J. Molec. Spectrosc.», 1966, 20, Ne 4, 299—311 (aurn) |

/ . 5
WP L—@) Ioayuen cnektp norsomtenns monekya KD B oGracti!
.

OL. hotm ,

5100—5200 A, Ykasamo, uto coriacio peayasratanm Iepu-|
Gepra untepnperawnst cnekrpos KH it KD B pannnx paboTax |
(Herzberg G. Spectra of Diatomic Molecules 2nd ed., Van |
Nostrand, Princeton, New Jersey, 1950) Gbna owii6ounoit. !
Jls1 icnpapJeHnst NPeJUIoKeHO ToJyyeltble paliee Kose6a- |
TeJblible KBAHTOBBIC HlCAa. V' COCTOSHHS A'Z monekya KD
yBeamunth Ha 3, a Kpanrtopbie uncaa J aas P- u R-petBeit !
VMeHBIINTb Ha 1; KomeGaTe/bHBIe KBAHTOBbIC UHCIA vl pas
. KH yseanunts na 2. TIpupenensl KoseGaTe/buble 1 ppauia- |
“reapitbie moctosinibie  Mosiekyn KH u KD B COCTOSTHISX |
AIZ u X'Z. Bu6n. 10. _A. Bensena |
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) ¢ -6775u A!Z-X1Z transition of ¥KH and ¥KD. Vibrational

L@ ~ numbering and molecular constants. Ian R. Bartk}: (Inst. for

" Basic Stds., Natl. Bur. of Stds., Washington, D.C.). J. Mol.;

. Spectrosc. 20(4), 299-311(1966)(Eng). The absorption spectmm"

.of KD has been observed, 5100-5200 A. The previous assign-

' ments of the KD and KH spectra arc in error. The v"-numbering

- " of KD must be increased by 3, and the J-numbering of the P and

R branches must be decreased by 1; .the v’-numbering of KH

; must be increased by 2. Reanalysis of the existing data on KH
‘and KD has given a consistent-set of vibx_’ational and rotational

(964
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)ﬂfer A, ZaTte Richard N. Fluorescence of the KH
nolecule. «J. Chem. Phys.», 1974, 60, Ne 3, 1182 (aura.)

: [Moayuen cnextp ¢ayopecuenunn KH npu BosGy:xmenni

‘A , sunneit 4880 A apronosoro sasepa. Omnucanwl ocnommeG
gcobennocTy cnextpa. C MOMOIWIBIO MepecTpanBacMoro Ja- ,

. : “3epa Ha KPacuTeJsiX MNOJYydell CNEKTP BO30Y:KAEHMUS cbnyo-(
pecuenunny KH B o6nactsax 4400—4700 n  4800—4930 A.

ITpoBeneno oToxaecmsielne CNeKTpa Bo30yxKIAeHHS B 06- |
nactn 4810—4865A. Buba. 6. ’
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120458a Fluorescence of the tagsium hy_.dde molecule.

Cruse, Jennifer A.; Zare, Richard N, (Dep. Chem., Columbia ;

Univ., New York, NYS. 7. Chem. Phys. 1974,.6€0(3), 1182

(Eng). Fluorescence of KH was studied with a pulsed tunoble

dye laser and with various lines of a continuous-wave Ar ion lacer

for excitation. With the 4880 A line of the Ar laser, flusrescence

* " wasexcited in the A'X*-X1Z* system cotresponding to the (¢ =
: . 0,J" =5)—(z' =7, J* =_6) transition. * The (7,0), (w1),
MU (7:2), and (7,4) O'and R doublets were obsd. The 4055 & laser
line produced weak fluorescence; other Ar lines did not excite. -

. ) - 'KH. The excitation spectrum in the regions 4400-700° and -
4800-920 A are given. The lifetime of the KH Aix+ state is <10 '

i, B SRR
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J( in. 3epoM Ha Kpacutese # Art-nasepom. HMmentnduuponanu |
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i X'$+KH, pacnosoxenusie B Hccaexayemoit obaacti. ITo -
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.noab3oBanieM 6asuca, MIaBaloliHx !c:(bep;m. rayccoBbIX Op-

18 B34.  Pacyerni metomom IICT'O reoMerpum u aiek-

TPOHHOrO CTPOCHHSI THADHAOB 9JCMEHTOB TPETLETO MEPHO-| /g%

‘Ad, MMelOUMX «aproHosulii octos». Talaty Erach R,

Fearey Alan J, Simons Gary. FSGO calculati-__.

ons of geometries and electronic' structures of «argon—|
core» third-row hydrides. «Theor. chim. acta», 1976, 41,
Ne 2, 133—139 (anra.) ' !

B pamkax mesmmipnu. merona MO JIKAO CCIT ¢ nc-%
b
Guraseit (IICFO) BLIMOMHCHEI pacyeTsl 3;1eKTPOHHOrO cTpo-'
CHHSL HH3WHX CHHIVIETHLIX COCTOAIHM PANa OAHO-, ABYX-,
MHOTOATOMHBIX THAPHAOB 3JCMEHTOB 3-TO NEpHONA, HMelo-'
mux «aprouosuit_ocrop» (KH, CaH,, ScH, ScHs, VHs,:
1 MnH). Tlpopenéiia Tax¥e ONTHMNIAMINR BaJjiciT-.
HBIX YrioB i agni cBsselr. Jlasi Bcex Mosexyn Gbiny om: |
THMH3HPOBAHBI JKCNOHEHTH OcTOBHHIX (K-, L- n M-060s0-'
YCK) N BaJeHTHbIX opGuTajeir. Haitmeno, uto Te u Ipyrue;
SKCMOHCHTE! B HCC/IEJOBAHHOM DALY MOJEKYJA MOHOTOHHO'
YBEIHYHBAIOTCA C YBEJNHYCHHEM 3apsiia sApa UEHTPAJLHO-'
ro atoma. Ilpn aTOM 3KCnOHENTL! OCTOBLIX Op6HTaJjeil aTo-|
MOB MaJO 3aBHCAT OT HX OKpyxeHus (a1 Mosexkya ScHi
n ScHi npaxtiueckn cosnagaior). dto o3mduaer, uyrto B
pacueTax CJOKHBIX MOJEKYJN MOXHO € AOCTATOYHON TOY-

(Be-5290

N

2]



[ VIR

IOCTbIO 1ICTOJB30BaTh TIPHOJIHIKEHHe 3aMOPOKEHHOro 0CTo-
a. Hafiiennsle B pe3ysbTaTe pacuera miasaioutne cepid..
rayccosbl OpGHTaJI JJIsT BCEX MOJEKYJ Guan 3ateM mpeob-
‘pasopantt K oObunbM MO, 1 opGuTanbHbie SHCPritit CO-
nocrapaenst (Aast Ar m ScHi) ¢ naHubIMH HESMIHPHY. pac-
yetoB MO JIKAO CCII ¢ noctatouso GOsbUIHMH Ga3HCHDI-

s HaGopamiu AO, UEHTPHPOBAHHBIX Ha sApax — aTOMOB.,

Mocne10BaTeNbHOCTE OCTOBHBIX MO B ofomx  pacuerax

coBMaNaer, HO KOJHU, cOOTBETCTBHE (OCOGCHHO M/ 5JIeK-
TpoioB  M-060/10uKH) HEYAOBJCTBOPHTELIO. ITpu aToM

,BOCTIPON3BOATCS B pacuere merogom I[TCT'O sueprii 3s-
‘opGuTaJeil 3HAYHTENLHO XyXKe, — HeM sueprun 3p-opOura-:

Jieit. TlocsaenoBaTe/bHOCTb ABYX — BaJCHTHBIX opGurasneit:
ScH; oGpaTnHa noOJAyuenHoil B HeIMmIpHu. pacierc MO
JIKAO. Paccuntanuble TOJHble SHEPTHI COCTABJIAIT ~85%
XapTpi-(OKOBCKHX amayennii. [1o ManubM paciera B Oa-
auce TICTO. mozekyna ScHs' nomkHa 6bITb HEYCTOHUMNBO

B arquwie ot _ScH, B ras. OCTOSII 0 HacTroslliero Bpe-
Menit ne otnapyxena). s Bcex paccMOTPEHHLIX Moue-
‘KyJl TpHBeJEHB H 06 CysK/IeH I . PaBHOBECHbIE yIiLl H pac-
CTOSNHS, MJIST. HECHMM. MOJICKYJ 1 JUINOJbHEIE MOMENTHI.
Ilns Mosekyast KH 'sKcnepusm. H TEOD. 3HAUCHI MCKD-
SACPHOTO PacCTOAHMS 'pPa3HYAIOTCS  He Goaee, ueM Ha
1,5%. Kax u mpeanonaranoch pauce, CaHy oxkasanach J-
! weftnoft, ScHg — maiocKol, TiH, — Terpasapuy. - Banenthsie
tyrapt B VH3(C3o) 0 CrHz(Cyv) OKa3alHCh — HEOKHAAHHO
‘Gonbmmm (94,1° n 103,1°, cooTB.) mO" CPaBHEHHIO C aHa-
| JOTHUHBEIMIl THPIAAMI HENEePeXOMHEIX 3JEMEHTOB 3-ro ne-
puoia PH; n H.S. OTKnm{emm,mmonbnux MOMEHTOB OT
| xapTpH-POKOBCKHX 3HaUCHH cocrasasior ~1D) -

W _H. M. Kimmenko

[ e

no ortnouennio x_paciagy mwa-ScH at H, (Moaekyaa ScHa,|

!
!
|
i
|
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84: 185161d FSGO calculations of gecometries and clcctmnic!
structures of "argon-core" third-row hydrides. ‘alaty,
Iirach R.; Fearey, Alan J.; Simons, Gary (Dep. Chem., \Vlchxh[
‘State Umv Wichita, I\ans) Theor. Chim. Acta 1976, 11(") {
133-9 (Lng) A sseries of ab initio ‘calens. using the (‘O‘
mecthod and mcludm,‘; geometry optimizations arc rcpmtod tnr.
the lowest singlet states of KH, CaHs, ScH, ScHa, TiH4, VHy,|
CrI {2, and MnH. Both core and valcme crhbitaf CXPOTCTITS w*y[

]-...

systematically. The (‘CaCHDthn of the M- 3hdl clec rons i l
uneven, in that p orbitals are more accurately described L. ant: -~
3s orbital. The bond angles of VHz and CrHy are predicted to 5. (
_unexpectedly large (9‘ 1° and '103.1°, resp.). OAbxt: 3
bond lengths a and angles, dipole moraents, and elecizon po
ara venoricd for all svstems. - L

en
p

= | ’_,_-ﬂ
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KH 10 A81. . TNCrO-pacuerst reOMETpHH H 3nex‘rpouuoﬁ;
’ LTPYKTYpHl THAPHAOB 3/IEMEHTOB 4ETBEPTOro mepHoga cf
‘octroeom THma Ar. Talaty Erach R, Fearey
Alan J, Simons Gary. FSGO caluclations of geo-
‘metries and electronic structures of «argon-core» third-
row hydrides. «Theor. chim. acta», 1976, 41, Ne 2, 133— |~ -——-—
39 (amra) . :

M - > ¥\ BHINOMHEHH HEMMHPHY. PACYCTH 3JCKTPOHHON. CTPYKTY- ="~~~
'WZ pH 3 DABHOBECHON TeOMETPHH MOJEKY. KH, CaH,, ScH.!
/&,&t(f/ -~ Sc¢Ha, TiH,s, VH;, CrHy u MnH, nMmelomus™ BHYTpPEHHIO -
4 "snﬁ}r?cmmvar. B pacuere ucmonb3oBan!
W,- MeTold MaBalOLIHX CEepHYeCKHX  rayccoBblX opOuraJeil; -—
A . (TICTO). ns Bcex MOJEKYJ NMPHBEIEHB! PACUETHbe 3HA-|
AA €7y yeHHst PABHOBECHBIX TCOMETPHY. NApPaMCTPOB, MHMOJbHBIE: —- - ———-
MOMEHTH H TIpOBeleH aHaJn3 3acenensocreil. CpaBuenne:
- -- = === gqoayyennsx B mpuGmukeuuu IICTO pesymbratoB ¢  pe-b-——--— -
3 #  8ynbTaTaMH GoJiee TOYHBIX. PACYUETOB MOKA3BIBAET, UTO HC-!
Al - N0/Ib30BAHHBIT METOA MA3eT MNOJNYKOJHYECTB. OUEHKH MJIf - —— - e
SN MonexyJIApHBIX TIOCTOSTHHBIX. - A. JeMenTtbes;

W jone WO
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ch, 1, 169, 7 Y3 3277

: thr-m D.K,, Stewart R. Fa, Dalgarno’ I
A, Variational $ime-dependent Hartree=
Pock ce.lcule tions ajgseudopqtential stu-
dy of - the alkalli metal hydrides. :
"Kol, Phys.", 1976, 32, ¥ 6, 1661 1670 :
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2 17 F 22 B9. Pacuermt NaH+, KH+, RbH+ u CsH+* meroaom
/(/ // \ ncesponoTenuuana, Valante A.~Pseudopoteliial calcu- /‘9
\\ lations for NaH+, KH+, PbH+ and CsH+. «Chem. Phys. { ,5
Q& Lett.», 1978, 56, Ne 2, 289—294 (anra.) |
' B o6nacTii 3HAYeHHil MEXDBSAEPHOTO PacCTOSHHS OT 5 |
> 10 25 ar. el. pacculTanbl NOTCHUHAMbHble KpHBHIE Z-co-;
\ CTOSIHHIT MOJIEK. HOHOB NaH+, KH+, RbH* u CsH*, co- !
il N OTB-LIHE TIEPBHIM UETHIPEM JHCCOUHAL. NpelesnaM. Bblquc.'xe-l
/ @ EEC HHSI IPOBCIEHb AJIst OJHO3JICKTPOHHOM .\Ilonemx noHos MH* |
. g ¢ BBeAeHHEM MceBAoNoTeHUHana THna [eabMana JuUisg ONH-
/Zt‘ {‘354,/&//& cannsl B3aHMOAGIHCTBHS 3JCKTPOHHOTO octoBa M+ ¢ na-é
J2 kit ., % JeHTHEIM 3JeKTponoM. BojnoBbie (YHKUMH MOJEK. HOHOB !
\ moctpoekst B npuGmnkennn JIKAO. Tlokasano, uto ocHob-!
elie 2" & p\ Hble COCTOSHIS BCEX HCCICIOBAHUBIX CHCTCM SBASIOTCS cna- |
Go cpsizanamMi. Haiigenuble 3HayeHHs SHEPTHH JAHCCOLHA-
WHH 1 PABHOBECHOTO MEXKDBAAEPHOTO PaCCTONHIS JJ1si HOHOB !
NaH+ n CsH+ cornacyloTcss € H3BECTHEIMI ONECHKaMiL |
\ e3Y/ITATH], MOJYYCHHBIC LIS CHCTEMLL CsH*, xopowo 06b-
\Wacusior skcnepuy. AaHHble MO YIPYTOMy paccesliiio NpoTo-
)4 OB Ha aToMax 1le3liss B 00JacTH pamyxHuoro yraa. Ciena-
| HO 3aKJIOUCHHEe O I'PHrOAHOCTH HCIOJb30BANHOIT NPOCTOIt B !
g " BHUHCIHTENLHOM OTHOLICHHH MOJCIH JUlsT PacueToB X-K
\ynpyroro W HEYNpyroro paccesHiis B JauIbIX CHCTEMaX. |
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Arp-
22 S B

Ore7 70257 TP X 64 SO
3 6 [1640.  CnexTpocKonMsi OCHOBHOrO COCTOSIINS X3+
@onexyn VaH, NaD, KH u KD ¢ Hcnoab3oBaHneM Bo3-
YAKDAEMOH J1a3€POM  (YOPECIEHUHH B BBICOKOYACTOTHOM
paspsane. Spectroscopy of the NaH, NaD, KH, and KD
X'Z+ ground state by laser excited fluorescence in-a
ligh frequency discharge. Giroud Marc, Nede-
ec O. «J. Chem. Phys.», 1980, 73, Ne 9, 4151—4155
(aHra.) :
N\ C ncrnosb30BanieM NepecTpanBacMoro Jasepa Ha Kpacp- |
TeJC MOJydCHbl CHEKTPbl (yOPecUCHUIH MOJeKy. NaH |
}l), NaD (II), KH (lII) & KD (IV). Mosekysan I—IV:
toaydaad B CBU-paspsae. B cneKTpax 3aperHcTpHpOBaumt |
nepexonbl Ha ypoBHH mo v”=15, 20, 14 u 16 gasx [—IV |
COOTBETCTBeHHO. Omnpeaeseybl CNEKTPOCKOMHY. MOCTOSHHBIC |
it norexunan PKP ans ocuosnoro cocrosums X!'S+. [To- |
aydcHusie 1as I it I1 pesy. bTaThl COMOCTABACHB ¢ NAHHMBI- |
MIT HCOMMIpPHY. pacyeroB. Buba. 19. '  B.A.E.!

/)
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-1 196. HccaenoBanne cBOICTB HEOPraHHYECKHX M Me-
TaJNNOPraHHYecKUX COCMIHEHHIT METOMOM  MOJEKYJIspHBIX
op6utaneii. 1. Basucusie HaGopst OCT-NTd ans anemen- )\{\
TOB TIABHBIX MOArpynn vuerpeproro nepuopa. Molccular
orbital theory of the propcrtles of inorganic and or a-,%
nometallic compounds. STO-NG basis sets for thlrd «\
row main-group elemcnts Pietro William J.,'
Levi Beverly A, Hehre Warren J,, Stewart: %
Robert F. «Inorg. Chem.s, 1980, 19, Ne§, 2225—2229\
(aura.)

IOna K, Ca, Ga, Ge, As, Se, Br, Kr paccuntaun 3skc-|:
monentnl__u__kodd. _Gasuca OCT-3Td 11Jm pacuetos|
neMnupny. meroaom CCIT "MO JIKAO. nonyqenubm %
6a3iicon paccr‘%:au aBHOBCCHA O\lCT 1m KH, GCH(,
AQH SEHQ. Bl‘, OH, CaF,, H 3 eC
Ha qu{, H.GeCN, HaGcGqu. HiGeBr, Ast, H,CSeH,
OCSe, LiBr. CH;Br, 3o1Br u ()6napyx<eno
YTO BaJICHTHEIE yIVIbL nepenmorcx xopomo a s AauH| %
cpsseil corviacHe MOJMKCT CUHTATBCSl NPHEMJEMBIM, npxmexx Ql
N5l cBs3eil MeXKAYy ABYMsi aToMaMmi 4-ro mepHoja cordaa-
cue yaosaernoplnTenbioe. CpaBHCHHC ¢ JaHHBIMI pacye-
ToB B Ga3nce OCT-2I'd nokasano, uro mocheAHHIl NPHBO-
INT K 3aMeTHO J\yuunm pesyanaTaM B. JI. JlcGenes
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TH98. Kpusse PKP-novenumanos A CoCTOsMMS

X1Z+ n Alz+ MOJler‘Jlbl KH. The RKR potential energy
curves for  the \) and  A'S+ states of KH

¥ang 8. 0, Hsieh Y K, Verma K. K, Stwal-
ley W. C. «J. Mol. Spectrosc.», 1980, 83, No 2, 304—310
(anra.) ; '
Ha ocnose w3secTuurx CNCKTPOCKONHY, NOCTOAHHHX nnist
cocrosnuit X1+ yp A3+ Mostekyn KH u KD wmaifizens ux
KOMGHHHDOBanNbe 3HaycHns, YUNTLIBaIOWHE DPasnylo npy-
BEACHHYIO Maccy sTHX Moseky.. Kpatko o6eynaercs
METOAHKA TOJIYYeHHs B3BEWIEHHHX Tio H30TONHOMY cocra-

By IIOCTOSIHHBIX, a TaKxkKe THNHYHBIQ TorpemrHocTy annpox-'

CHMaUHH SKCIepuM. Beauunn B, j Gv) ‘¢ NOMOLBIO fa-
HIMOBCKHX pasjioxennii. Ha ocnoge HaHeHHBIX CnexkTpo-

'CKONHY. IIOCTOSIHHBIX onpeneyieHb TOYKKH nosopora JJIsT

NOTEHLHAJIOB P‘u:xﬁepra—'I(nei’ma—Puca MOJIeKya
> - MOy BI H
B cocrosnuax X'Z+ y Aln+, IMoctpoeny ncxoi,me 1150-
Ta}}l‘{. \prmue AJsL - 3HaveHuit v”’<<4 (X‘Z+) H U<
F; £ S :
" AL AL Paguur

‘

{

(
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10 B11s. Kpupbie NOTeHUHANLHOIT SHEPIHH, paccynray- -
[/ i Hble MeTomom Pxancpra—Kncs‘iHa~ Puea ‘nag COCTOsTHMIT
/C r A RSH "y g o g Hsich Y. The RKR
potential CNCrgy curves for the X1Z+ and AT+ states
: of KH. «J. Mol Spectrosc.», 1980, 83, No 2, 304—3]10
K % (anra) & :
OGeyxenw MCTOAE moayyenyg Yayumennpx CNeKTpo-
CKOMHyY, NoCTOSIHHbIX, ABJISIOUL X sy H30TONHYecky ycpea-
HEHHBIMH  nocTostmpyyy, C HCI0/Ib30BanKe)y H30TONMHYecky
CKOMOHHIDOBaHprx CIeKTpocKonuy, NIOCTOSHHBIX MoJleKy -
‘ ‘B paMKax meropa Pnuﬁepra—Kneﬁna—Pnca
(PKP) BBIYHCJICHBL Toyky BO3Bpata pmug KosteGaTenbhprx ;

v(/ KBaHTOBBIX vycesr v"=0—4 (cocrostme - X1Z+) g 7=

' /7 . =0—26 (coctosnne AlS+) MOCTPORHLl cOOTB-mue f10-

TCHUHATLHBIE Kpppyre, 3nauenyg CMCKTPOCKONHY, nocrosy-

/%(LZ(ZZ HBIX Yoo, G(0) g 9HK, rpe Yoo—nonpanxa Hanxswma,
2

iz 2 ; 7 SHK-sneprus ~Hyneprx KoaeGanmii - # 3HK=G(0) + Yoo,

el L



-cocrasin 0,22; 4889 u 489,12 cM—! COOTB. AJs COCTOSI-
nus  A'=S+ u 2,05; 113,12 u 115,17 cm—! cooTs. aas co-
crosnua A'S+ moaexkyast - KH. Coots-mne mocrositHnble B
moaekysne KD cocrasuan 0,11; 350,92; 351,03 cm~! pas
cocrosnus X!Z+ u 1,05; 80,67; 81,72 cm—! pas cocrosi-
uusi- A'3+, C HcnoJb30BaHHEM TNOJYYECHHBIX CIEKTPOCKONHMY.
MOCTOSIHHBIX BBIYHCJEHB  3HAUEHHS 3HEPrHil NepexojoB
X' Z+—A1%+, cocraBuBuHe  voo(KH)=18683  cm~1,
voo (KD)=18788 cM~! u v.=19057 cm~!. M. A. Tonosn
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V 93: 212672 The RUR potential energy curves for the Xis.
“nd A+ states of potassium hydride. Yang, S. C.; Hsieh, ¥
. Verma, il K.; Stwalley, W. C. (Dep. Chemn., Natl. Taiwa:,

Univ., Taipei, Taiwan). J. Mol. Spectrosc. 1980, 83(2), 5304 1

(fng).  New isotopically combined spectroscopic consts. wer,

20 i obtained for the X113+ and AIX+ states of I(H/l\'l). Thene
W consts. were used’ to construct new isotopically combined .

. Rydberg-Kl:in-Rees (RKR) potential energy curves up to v = 4
'fy-‘fbf-/ _of the X131 wtate and up to v = 26 of the A1X+ state. L

O
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8 1221.  Heamnupuueckoe ucciaenoBanue 9JeKTPOHHO- |

Heynpyroro crtoakuoBseddss K+ H c ucnoab3osanuem mero-
Aa NpAMOro HMHTErPHPOBAHHSI JIi PEUICHHS]  yPaBHEHMIT
NPHUOAHIKEHHS CBA3AHHBIX COCTOSIHHIT B 3JEKTPOHHO-afHa6a-
“THYecKom mnpexctaBaenud. Ab initio treatment of electro-
= ~ nically inelastic K+H collisions using a direct integra-
k. £t K, tion method for the solution of the coupled-channel
i N scattering equations’ in electronically adiabatic represen-
tations. Garrett Bruce C, Redmon Michael J,

4 AT
Vs d .&J'/

[ SR

= Truhlar Donald G, Melius Carl F. «J. Chem.

Jre 7 - Phys.», 1981, 74, Ne 1, 412—424 (anra.)
2l '// 6’,-.7('? B 0aH03/1€KTPOHHOM HEIMIHPHY, NPHOJHKCHHH nceBno0-
/\/—'v Sl TMOTEHIHaJla paccyydTaHbl _3auafaTuu  maTeHI KPUBLIE 1
MaTpHuHbIC 3JeMeHTH HeagHabaTH4. CBA3H B 06JacTH HX

KBa3HNEpeceucHHst AJs  3JeKTPOHHBIX cocTosumit X, A n
C'Z+ xpasumonekynnt KH. Haitnennsle pacienennus KpH-
BuXx X # A B 00/iacTi KBasHmepeceyentss Xopowo corsia-
cyioTcst € SKCNCPHMEHTa/bHBIMH. ITosyuennbie pe3y/bTaTH
GblH HCMOJb3OBAHBl [/ pacyeTa ceueHHil HeaanaGaTHy, °

¢ /G9/ N §  mepexomon mpi mamix sueprinx » cucreme K+H. Coor-



BEeTCTBYIOLlasA CHCTEMA Yp-HHil NPHONHXCHHA CBA3aNHBIX |
COCTOSINHIT pellanack MeETOAOM ONpeAeeHis 3BOJIOLH I

R-maTpuun B aamabatmu. Gasuce. Sta 3BOJIOUHS Onpeje-

JIANACL C HCMOJb30BaHHeM pa3GHeHHa pagHaIbHOI Koop-

AMHATLI Ha CCKTOPEI, ONpelesieHHs PCLIEHHS B NpHOJHKe-

nun Marnyca B kaxzgoM cextope nocacaAyiouei CUHBKH |
pellcHHil B ceKTOpax Ha HX rpamumax. Metox pacuera. :
. IOApoGHO OMHCaM, HCCACAOBAaHbI ero CBOIiCTBA H spdek- |
THBHOCTB.. Haiineno, uto ou ymo6en aJisi KOHKPETHHX pac- |
4eTOB H obecneynBaer GBICTPYIO CXOAHMOCTb PC3YJbTATOB.

“Pacuer atuy MetonmoM cewennit gas cuerems KH noxasad,

4TO BeJHYHHA MX 3aBHCHT OT cmocoGa MOJEHPOBAHNS |
ocrosa KH+, 1o cnabo muaMmeusiercs npH BapbHPOBAHHK !
BBICIIHX NPON3BOJHLIX HeamaGariy. B3amMoelictsis. [lo-
Ka3aHo, uTO NpH 3HEPrHH cTOMKHOBeHns 0,022 3B cevene
Tymenns 4?P—42S ‘cocrapaser ~ (2—4):10~*a’, a mpu

104 a2
- suepruy 1,1 3B yBeaHyHBaercs X0 (8'119) IoAa"M_m‘(

e e AR e —_
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{ 94: 71849k Ab initio treatment of clectroniczlly inclastic
atomic_potassium + atomic hydrogzen collisinns using a |
dircct integration method for the solution of the cuupled-= |
channel scattering_equations in eclectronically ad.’abatic’

roprescntations. .. Garreit, Bruce C,; Redmon, Mictzel J.;

Celle MG ELE ALzl

jeu

Kt ceeey,

@, # TR Gl 7




“Truhlar, Donald G.; Melius, Carl F.«,{Chem. Phys. Sect., .
Battelle Columbus Lab., Columbus, OH 43201 USA). . Chem.
Phys.. 1981, 74(1), 412-24 (I'ng). Tho adiabatic potential-energy
curves and nonadiabatic first-deriv. couplings for tho X, A, and .
Ci3+ states of KH wero caled. with an ab-initio one-clectron
pscudopotential formalism. .The splitting of the X and A curves .
at the avoided crossings is in good agreement with expt. The
nbﬂngtjo results were used to cale. the clectronically inclastic -
transition probabilitics and cross sections for K + H collisions at
low cnergies by R-matrix propagation in the adiabatic representation’
with exponential sector transtormations. Since this method has
never been applicd before, a study was made of its convergence -
properties an efficiency. The cross sections are changed by -
about a factor of 2 when the potential curves are changed by a :
different treatment of the KH+ core, but only by about 1% when
the assumptions about the nonadiabatic second-deriv. coupling -
terms are altered. The caled, 42 =*42S quenching cross section
at 0.022 ¢V relative translational energy is (2-4) X 10-4 ao?. 'This
Increases to (8-10) X 10~ao? at 1.1 oV. The emphasis in this
article is on testing and evaluating tho new method for solving
the scattering problem rather than on the cross scctions |

- themselves, - ) ‘
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l’ 6 51559, Bpemena ki3hu'u cronknosenus B KH, A'S+,
vj=5—22, Giroud Marc, Nedelec Odette. Lifeti-
-mes and collisions in KH, A'Z+, v/=5—22, «J. Chem.
Phys.», 1982, 77, Ne 8, 3998—4005 (amr..)
MeToa0M oONTHY. CHNEKTPOCKONMHH (JIyOpeCUEHIHH MoJe-
Kyast KHA'S+, Bo36yxaaeMoil HMIYJbCHBIM J1a3epHBIM H3-
JIyuCHHEM, .H3yUeHB ¢¢ BpPeMEHa KH3HH B PasJiHuHLIX KoJe-
Gatenbubix coctostinsx. Monekyant KH noaywanu us K
u H, B BU-nanasme (uactora—2240 MI1, MoLHOCTh 100—
200 Br, nasn, H; ot 5-10~2 go 1 MM pt. ct.). Onpenene-
OV, Hbl H3JyuaTesblible BpemeHa xusun T KH (A'Z+, J=89)
é i pasusic 64 (v”'=5) 60(7), 58(10), 56(13), 54(17), 53(19),
a C/N,O/L[ 34(22) nc. CunracTcst, UTO pe3koe yMeHbIUCHHC T NpH v'=
=22 oGycsaosaeHo BoamyueHueM A;Z+-ypoBHs auccornna-
m THBHBIM ypoBHeM a®¥. Onpenenensl ceuchus_tywenus KH
A'S+ (J=8,9) wmonckynamu Hp; npu~GO0I , _ paBHBIC
(57+6)A? (v'=5), (34%4) A2(10), (45+5)A2 (19). Ce-
yeHHs nepeHoca BpaulaTesbHoii sxeprun KH npu cronxno-

X 1983 19, v 6




Bennn ¢ Hp paBum 41210) A? (v'=5), (68+12) A2 (10)
u (924-15) A2 (19). ITapunanbHble ceueHnsi mepeHoca Bpa-
waTtesabioit aneprun aas (A'Z+, v'=10, J'=8) c yuactnem
H, npu 600 K pasust (A?): 2,5 (nepexon ['=8-j=4;
55 (8>5); 8,0 (8-6); 17,56 (8~>7); 179 (8—9); 8,1
(8—10); 54 (8—11); 2,5 (8-12). Ormeuacrcss, uTO
croaknosenie KH ¢ anekTponamMu B paspsje NPHBOLHT K
BpamaTeJbibiM nepexogaM ¢ AJ'=+41 u xoneGaTenbHBHIM
nepexogaM ¢ Av’==1, *=2, Takue nepexoAH XapaKTepHbl
JAJS TMONAPHBIX MOJEKyl. ~10. K. Jopodees’



Sy

" 3J238. Bpemeha fusnn u  croakuosewns B KH,
jAISH, v’=5—22. Lifetimes—amd collistons in KH, A>T,.
v'=5—22, Giroud Marc, Nedelec Odette. «J.
Chem. Phys.», 1982, 77, Ne 8, 3998—4005 (anrs.) ‘
OKCnepHMEHTANbHO MO H3Mepennio  (JyopecueHLui
H3yueHa pesaKkcalus 3aceseHHocTelf KoJeGaTesbHO-Bpamia-
" TenbHEIX ypoBHel (v'=5+-22, J=8;9) 31eKTPOHHO-BO3-.
Gyxnennoro cocrosuus A'Z+ monekyn KH. Ot MOJIeKy-
e’ JIBl nosyyamich B paspsge B cmech K+H, n Bo3Gyxna-:
: JuCb B coctosinHe A'Z+ uanyyenweM HMnyJbcHOro Jsase-
L ) pa Ha kpacutejqe. HMaMepeH pananauuoHHHe Bpemena!
JKH3HH, KOTOPHE MOHOTOHHO YMEHBIIAIOTCA OT 6,4.1078:
a0 3,4-10-% ¢ c poctomM HOMepa KoseGaTenbHOro YPOBHS
ot v'=>5 no 22. CeuenHss BpaulaTeJbHBIX NnepexonoB B
CTOJIKHOBEHHAX € H, MOHOTOHHO BO3pacTalOT OT 3HayeHus
4,1:1075 cM? aast v'=5 no 9,2-10-1 cM? aas v'=19.
B. ®. Topauen

VH o Jegs /982




AmmLcck 79994
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a7: 190722k " Lifetimes and collisions in potassium hydride,
AlSe, v 5-22.  Giroud, Marc;  Nedelee, Odette  (Lab.
Spectrometric Phvs., Univ. Sci Med. Grenoble, 33041 Grenoble,
Fr.). J. Chem. Phys. TTR), BU98-4005  (Eng). KH
obtained in a hivh frequencey discharee in K+ Ha was selectively
excited by a pai~ed dye laser to A 1X*+ v = 5-22, ' = 8 or '\
The radiative iifetimes were measured.  They decrease slowiy

from o' = 5 (61 ns) to ¢ = 19 (33 ns) and rapidly at ¢ = 22 (2
ns).  Rotational transfer cross sections by collisions with H:
(\"L increase from o'\ 5 (41 A2) to ¢ = 19 (42 AN as do the elec.
dipole moments in the levels. The coilision with the electrons of
[ the discharge provide rotational transters where the AJ' = %1

transitions are the greatest and vibrational transfers A’ = &1,
292, where the A" = 0 transitions are small. “Uhese results are to
be expeeted in polar mols. where the interaction of the electron
with the permanent dipole moment of the mol. is predominant.

e A1988, 9% wdd, @
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9J1693. Hupyuupomannas nazepom (dayopecuenuus ui
Heynpyrue cronkHoBenust monekyant KH..  Laser-induced|
fluorescence and inelastic collisions™or KH  molecule, |
Parda A, Poyato J. M. L, Guijarro M. S,
Fernandez-Alonso J. I. «J. Mol. Spectrosc,», 1983,
97, Ne 2, 248—252 (anra.)

B oGaacru 16000—21000 cm~! momyuern cnektp ¢dayo-
pecuenunn napos KH, Bosbyxnaemulit Art-nasepom (A=)
=488,1 um). CTpyKTypa cnexkTpa oTHeceHa K nepexogam

B cucreMe AZ+—X!Z+, Anaaus KoJsieGaTesIbHO-BpaLaTeb-

HOMt CTPYKTYphl NO3BOIMJI .PACCUHTATh BEJMUHHBL MOJICKY-

NApHbIX Konctant aas KH (X'Z) (B em—1): ©,=986,482,

WeXe=15,4844, 0cye=0,1206, B.=3,4122, 0,—0,08247 1
D.=15630. . M. Tumomwenxo

g@,/ggg/ @,A/j ‘
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101: 235860y Potential energy curve of the AlX+ excited stato

f potassium hydride. Pardo, A.; Poyato, J. M. L.; Guijurro, M. 5.
(Fac. Cienc., Univ. Auton. Madrid, Madrid, Spain). An. Fis., Ser. A
1983, 79(2), 121-9 (Span). Since the potential energy curve of the
A3+ state of KH has not previously been correctly caled., a new
method is presented with numerical integration for a correct detn.
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7 98: 116346v Laser-induced fluorescence and inelastic collisions
of potassium hydride molecule. Pardo, A.; Poyato, J. M. L,
Guijarro, M. S.; Fernandez-Alonso, J. I. (Fac. Cienc., Univ. Auton.
Madrid, Madrid, Spain). J. Mol. Spectrosc. 1983, 97(2), 248-52

V{ (Eng). The laser-induced fluorescence spectrum of KH vapor,
W . « excited by the 4881-A A ion laser line, was obtained and analyzed.
The transition involved the A1Z+ and X1Z+ states. Vibrational and

rotational energy transfer was detected. The spectrum presents a’

W/’ clear differentiation of bandheads. The mol. consts. obtained are in

good agreement with_the previously reported data. . _ . .

Phyorey. N

C.A- 1983, 95, /oD
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11 B1252. Hudpakpacuniii cnektp KH. The infrared
spectrum of KH. HaeSe Nathan N; Liu Di-Jia,
Altman Robert S. «J. Chem. Phys.», 1984, 81,
Ne 9, 3766—3773 (amra.)

. C rmomowbio noJynpoBOAHHKOBOrO Ja3GPHOTO CNEKTPO-:
MeTpa BICpBblE H3MepeHa BpallaTesbHasi CTPYKTYpa ¢yH-
naMCHTasbHOlt H ropaueit (2—I1) nosoc koJeGaTesbHO-Bpa-
wareabHbiX cnektpos Mosekyn 3°KH u 4'KH. Moaekyast
KH noayuanuch B yc/lOBHSIX paspsiia NMEpeMEHHOro TOKa B
aTtmocdepe napoB KanHs H BOAOPOAA.  3HaueHHs K03d.
Hanxema paa ¥KH (B cm~!): Y;0=985,6714, Y=
=—14,9013, Yo,=3,41640, Y, =—0,085313, Y3 =5,1-
-10—4, YO2=—1»,6354']0—‘, Y12=1,13'10“5, Y03=7,6'10'9.
OGcyxaennt ymnpenne aunuit KH nasaewnem Hp; u me-
Xauu3M o6pasoBanust moJaekya KH B nuasme paspsna.
[MonyucHuble 3HAUEHHS e, OeXe, Be, e, De, R,  como-
CTaBJIeHBl C AAHHBIMH Jp. aBTOPOB. B. M. Kos6a
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6,J1188.  MK-cnekrp KH. The infrared spectrum of KH.
Haese Natirtam N, Liu Di-Jia, Altman Ro-
bert)S. «J. Chem. Phys.», 1984, 81, Ne 9, 3766—3773
aHnL)
(I/Isyqeuu "UK-cnextper  (1050—830 cM~!) coennuennus
KH (I) B rasosoit ¢ase ¢ paspemwennem 0,005 cm—l.
HnenTnuuupoBan TOMOCK QyHAAMEHTANBHLIX KOJeGaHHIL
H <TOPSIYHX> TEPEXONOB B CHCTEME YPOBHEil H30TONHYECKH
. sameutermnbix  (*%41K) I, Paccuutaun ®o3d. Mauxsma qast
UZ / /7 - ®KH. Onpenenensl paBHOBECHas AMHHA CBSI3H M YacTora

rapmonuy. xoneGanus I, pasusie 2,241152 (16) A u 7,6 (8) -
-10-? cm~! coorBercTBenHO. YCTaHOBJECHO YimHpenme UK-
nosoc I ¢ pocrom nasnenns Hp B uexonmoit rasooii CMecH.
bu6r._86. . - s i

@
X 1984 18 NE .
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" 102: 14 clrum of potassium hydride.
Haese, Nathan N.; Liu, Di Jia; Altman, Robert S. (Dep. Chem.,
Univ. Chicago, Chicago, 1L 60637 USA). J. Chem. Phys. 1984,
81(9), 3766-73 (Eng). The 1st observation is reported of the IR
spectrum of KH. Fundamental bands and 1st hot-bands of the #KH
and 4KH isotopic forms were measured at high resoln. by using a
diode laser based spectrometer. An a.c. glow discharge through K
vapor and H gas was used to produce KH. A combined isotopic
Dunham coeff. anal. was used to fit all the spectra, with the Dunham
coeffs. for 9KH coming out as Yio = 985.6714(30) cm1, Yo =
4 Wy -14.9013(10) cm°1, Yor = 3.41640(10) cm-18 Yu1 = -0.085 313(26) em-1,
: 2 Ya = 541(60) X 104 em, Yo = ~1.6354(36) X 104 cm 1, Yig =
MM) . '9 ; 1.13(10) X 106 cm-!, Yo3 = 7.6(8) X 109 cm-!, (quoted at 20 error
/?/ﬁ’@{/& limits). A bond length of 2.241 152(16) A and a Dunham cor. value
for we of 986.0505(30) cm-! were obtained. The pressure breadening
of KH by Hi and the chem. of KH formation in the glow discharge
plasma are also discussed. L

. @
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Bessery B, ﬂai?zfzw/e@/z .,
sader  Chem. Phys., 1956, /09,
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13 B4425.  OcnosHoe coctosinne X'S+ moaekyan K
BOM3N mpepena AHCCONWAINN, The XTNF ground state o
KH—ear the dissociation limit. Hussein K., Effran-
tin C., D’Incan J., Verges J., Barrow R. F. «Chem. Phys.
Lett.», 1986, 124, Ne 2, 105—109 (amra.) :

TIpu BLIcOKOM pa3peleHnH 3aperncTpHpOBal cnektp O
mapos KH, x-puie monyuasi npu T-pe 490°C 3 neyy, co-
Zepxameit K n Gydepumii ras Ar npu nommom napn.
7 Mm6ap. oGaskin H, crnemnanbho we BBOJHJIH, BOJODOL,
nonyqancs w3 npumeceit. Cnekrp ®n Bo3byxnaann s nepe-
xone A'Z+—X13+ cpetom 4880 A nasepa ma momax Ar+,
K;I)bri'{ 3acensier ypopum v'=7, J’=6 cocrosmus KH-
(A'Z+). CnekTp ®a COCTOMT, B OCHOBHOM, H3 nyGaeros

/@4 W73 3/S 32904 /19866

R(5), P(7), ognako naGmopaioTcss Takxe Bpaar. cartex-

f' g TR ¢ AJ'==*1, *£2, *3 u 1. 1 Tlocrennuit cB3aH-
ﬁ : o HHT KOJIe6aTe/bHO-BPallaT. yPOBEHb B OCHOBHOM COCTOSi-
Hun KH(X'Z+) npentupuumpoBan . kak J—6, yv=23.

B npexnosoxennw, uro mopor amccoumaunu KH aexnr

nocepeAnHe MeXAy YpoBHsMH J=6 wu J=7, Hafizena
sueprus _anccounauun D.(KH)=14776+4 cu-!. B. E. C.

. /986, 9, w/3



A Iy 23715, 52477

"8 JI436.  Ocnoshoe = coctosnne X'n+ moaekyan KH
" OKOJIO AHCCcOUHauuonHoro npeaeaa. The X'Z+ ground state
of KH near the dissociation limit. Hussein K., Effan-
tin C., D'incan J., Vergés J,, Barrow R. F. «Chem. Phys.,
Lett.», 1986, 124, Ne 2, 105—109 (anra.)
B cnektpe ¢ayopecuenunn ¥KH(A'Z+—X!5+), Bo3byx-
naeMoit JuHHelt 4880 A Ar+-jia3epa, NposBAAIOTCA CBA3aH-
Hble YPOBHH OCHOBHOTO COCTOSIHHSI MOJIEKYJIH, DacroJoxKeH-
Hble HeNMOCPeACTBEHHO OKOJIO JHCCOLHAUHOHHOrO npeleJa.
% IMocsenunit cBs3aHHbI KoJebaTesbHO-BPAlIATEAbHBL YpO-
)

BeHb HAeHTHOHUHPOBaH Kak J=6, v=23. Jlas sueprun
JHCCOLHALHH OCHOBHOro cocTosinHsg MoJexkyant KH noay-
ueHo 3navenne D.=14776:4 cm—!. Bu6n. 26. B. C. Usanos

ch /986, /8, w8
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104:158584u The X1+ ground state of potassjum hydride
sear the dissociation limit, Hussein, K.; Effantin, C.; D'Incan, .J.;
Te3es, 0 Barrow, R. F, (Univ. Claude Bernard, 69622 Villeurbanne,
). Chem, Phya, Lett. 1986, 124(2), 105-9 (Eng). Fluorescence
txcited in the AIS4=X1Z+ system of 9KH by the 4880 A Ar-ion laser
¢ gave information about the ground state as far as the last bound
tvibrational level. This was identified as J = 6 in U = 23, and,
#uming a limit midway between J = ¢ and J = 7, D.(KH) = 14,776

fdems, T T

C. 4 1986, 109, 1 /8.
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2) 6 51062. TeopeTHueckoe HCCJAEO0BAHHE CTPYKTYPn H
crabuabioctn THapupos tuna MH, m MHp+— (M=K,
Ca, Sc, Ti, V, Cuu Zn). Mycaen [I. I'. «XuMHs THADH-
nos. 4 Bcec. cosem., Jlyman6e, 17—18 non6., 1987. Tes.
noka.» B. M. 6. r., 54 )

Hesmnupuuecknm MerofnoM CCIT uayueHsl CTPYKTypa H
cra6uapnocts ruapumos KH, CuH, CaH, _ZnH,,_ScHs,,
TiH,, VHs 1 nonos KHy~; CuH,~, CaH;~, ZnH;", ScHy—

e Ui S — s pemoiee

X. /988,19 NE
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107: 207614b The  AtS+-X1X+ hand system ' of ‘the ' potassium’
hydride (KH and KD) molccules, . Pardo, A.; - Camacho, J, Ja,
Poyato, J. M. L.; Martin, I, (Fac.- Cienc.,. Univ. Auton, Madrid,
Madrid, Spain 28049). Chem. Phys. 1987, 117(1), 149-62. (Exin&)).

The mol. consts. of the A!Z+ and X1+ states of the KH and.

mols. were detd, using mass relations correspondent to'a normal’
isotope shift. IPor that calen., data 'wcre_uscdnof the laser-Induced:
fluorescence spectrum by the Ar+- 4881 A exciting line ns well as
previous dnta presented by .other authors. “From the Bpectroscopic.
terms, quantum-mech. PMO-REKR-van der. Waals hybrid potentinls
were generated. Numerical colens, for the A1Z+ and Xis+ states of
the KH and KD species were compared with quantum-mech.. values
obtained by numcrical goln. of the radical Schracdinyer equation,
Vibrational wave functions appropriate to the potentin‘lcurves-yicld-
values of Ey, and B, which are in.close agreement with the exptl.
results. - The probability distribution funct ons nnd.anck-Con<Ynn
factors for the AlZ+ «» X1¥+ band system were also.detd. ‘I'he’
anomalous hehavior of the A state is clearly revealed with a changed’
anharmonicity for the lowest vibrational levelac:: . Sk i, b

C.A-198%, [0F, n22
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i 5PB1212. Cucrema moaoc A'Z+—XZ+ moaexyr KH

u KD. The A!S+—X13+ band system of the KH and KD

molecules. Pardo A, Camacho J. J., Poyato J. M. L.,

Martin E. «Chem. Phys.», 1987, 117, Ne 1, 149—162

(anra.) ;

BhinosieH COBMECTHHI aHaJlH3 CNEKTPOB MOIVIOUIECHHS,

MCNYCKAHHS M Ja3epHOf (JyOpEecUeHIHH, CBA3AHHHX C

LZ /) nepexogom AlS+—XiZ+ monexkyn KH u KD, Ilpusenenst
v : 3navyenns xo3d-tos Janxema Y;j<s, k=01 AJSL COCTOSHHII
A+ j X'3+ monexyam ¥KH, a Takxe MOAH(HUHPOBaH-

Hble B PaMKaX MOJeJi BO3MYLIEHHOTO ocuuinsropa Mopae

(BOM) xosd-tt Y3(0), Yin(2), Yin(4) (Y=2Ynh).

Paccuntanb snauenns Ev=G(v)+Yo, Bv, Rumn., Rumaxcn

LS TIOTEHLHAJbHBIX KPHBBIX COCTOSIHHIL AlZ+ g X'Z+,

; 4{7 OMHCHIBaeMBIX THOpHAHBIM noTenuuasiom BOM-PKP-Bau-
Z&Z /C@nep-Baanbca (mpuBeleHH 3HAYEHHS TapaMeTpoB h-1xuit;

X./988 19 N5



NOTCHIHAJBHOI 3HEPTHH). Tonyuennsie Eo H B, coriacy-
JOTCSl CO 3HAUCHHSIMH, HAiffCHHBIMA B peayabTaTe HHC/ACH-
HOTO peluenHsi. paiHaabHoro yp-uus lllpeannrepa s yKa-
sannpx cocrosuuii, IpuseacHb K03(.-THl ANMPOKCHMAHTOB
Tlapé. TaGyaupoBaHbl paccunTanibie 3HATEHHT ($hakTopoB
Mdpanxa-Konpona — aas nepexonoB AlD+ (v'=0—34) —
X2+ (v"=0—11). (=l m=0) . ... B. M. KosGa



KA (o 27555 | /9s)

- 2J169. Cucrema noaoc A'Z+—X'I+ mosekyn KH u
KD. The A'Z+—X'X, band system of the KH and KD
~molecules. Pardo A., Camacho J. J.,, Poyato J. M. L,
‘Martin E. «Chem. Phys.», 1987, 117, Ne 1, 149—162
.{aHnra.)

Ha ocHoBanui aHaiu3a BO36GYXKAAeMOT0 aprOHOBHIM
.1asepoM  cnektpa  ¢ayopecuedunn — KH onpenmesnenn
.BpaulaTeJbHne M KoJeGarteabhble K03, Y B d-uuu
Hauxema B cocrosuuax  X'Z+ u A3+ Mosekyaw
99KH. C noMmolbl0O H30TOMHY. COOTHOWEHHH  HaiifeHn

VQ‘ /) giavenns Y  Moaekyrm  ¥KD. [lpupoastcs ¢-aw,’
Bhpaxaiowue KosneGarenviibie  sueprud E,  u ppa-

0, /948, 18,V X ®



mareibHHe — NOCTOAIHHHe B, uepes Y H Ko’deGaTenbHoC
KBaHTOBOE  YHCJIO V. ®-uuH  NOTEHU.  3HepruH

] 12
HMEIOT BHJL Uy (r)=D, (.12 +Z b,y,) H, npH GOJBIUIHX I,
i=1

12 :
Us(r)=Co+ X Ci/ri,rae y=l—exp[—a&(r—rc)], k03,
. i=6 .
b; onpepensiiorcsi no 3HaveHusiM Y, 3HAYeHH r HAXO-'
AsiTcsl M3 BeaHYHH By, a Ko3¢p. C BHYHCAAOTCS MO

merony PunGepra — Kieiina — Puca. C- ¢-uuamu  Up(r)
pelieHo KoJebaTesbHO-BpauaTeabHoe yp-uue Ilpéaunrepa
H BblyHcleHHHe Ep, B, oueHb GJH3KH K HX 3MIHDHY.
anauenusiv. IlpuBoasiTcss uHcaeHHHe 3Hauenus E., By, a,
‘De, re, k03¢. Y, b, C nna o6oux 3/JEKTPOHHBIX COCTOA-
auit KH u KD. [ns nepexoloB ¢ ypoBHei '==0+-34
Ha yposuu v”/=0-23 B KH Buuncienn  ¢akTopu
APpanka — Kongona. -~ M. A. Kosuep_
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I 109: 29386k Laser-induced fluorescence and electronic potentials.

Pardo, A.; Poyato, J. M. L; Camacho, J. J; Maitin, E. (Fac.

Cienc., Univ. Auton., Madrid, Spain). Rev. R. Acad. Cienc. Exactas,

Fis. Nat. Madrid 1987, 81(2), 389-92 (Span). Mol. consts. of the

X113+ and X1Z+ states of the KH end Hz mols. were detd. For KH,

data were used from the laser induced fluorescence spectzum as well

as the previous data presented by other authors. For Ha, L

Dabrowski's (1954) data were used. From the spectroscopic terms,

/ electronic potentials were gencrated. The caled. potentials were

ué{ /] £ checked by solving numerically the radial Schroedinger equation.
/ The vibrational eigenvalues and By values are in good agreement with
the exptl. data. Sy : :

o® 0
C.A. /388 /99 vy
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#1J1413. ToBeneHHe HWHTEHCHBHOCTH CeKTpa Jia3epHo-
HHAYUHpOBaHHOA ¢ayopecuenunn moaekyan -KH. The
intensity behaviour of the Ilaser-induced fluorescence
spectrum in the KH molecule. Pardo A, Poya-
to J. M. L., Camacho J. J. «Spectrochim. actas, 1987,
A43, Ne 5, 679—687 (amra), Mecro xpauennss I'TIHTB
CCCP .

MeronoM JasepHO-HHAYUHPOBAHHOM (JyopecueHIHH HC-
CJe0BaHBl CTOJNKHOBHTEJbHEIE MPOLECCH C  [epeHOCOM

. KoneGaTeJbHO H BpawaTeNbHONt SHEPrHH B ra3o06pasHOi

cmech KH u Bomopona npu T-pe 700 K u pasnennn 10—
20 Top. Hamepenn unTencHsHOCTH JHHHA B cnextpe JIU®
AlZ+—X13+ KH. OZXHOBPEMEHHO pACCYHTAHH KO3.
®panka — Konaona, nmpi 5TOM NOTEHU. KpHBHe 0GOHX
coctosiuit A u X nonyyeHH MOARHUHPOBAHHHIM METO-
mom PKP. Ha ocHOBaHHH SKCMEPHMEHTaJbHHX H Teope-
THY. NAHHBIX PacCYHTAHa 3aBHCHMOCTH 3JEKTPOHHOTO MO-
MeHTa nepexoja OT KoJe6aTeJbHOrO KBaHTOBOTO YHCJAA H
3aCeNeHHOCTH BpallaTeJbHBHIX  YPOBHEll  KoJeGaTebHOrO
cocTosHuA v'=7. E. I1. CMupnoB
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2 B1164. Pacnpenenciue WHTEHCHBHOCTH B CMEKTpe Ja-
3epHoit ¢ayopecuenuun moaekyast KH. The intensity be-
haviour of the laser-induced fluorescence spectrum in the
KH molecule. Pardo A, Poyato J- M. L, Cama-
cho J. J. «Spectrochim. acta» 1987, A43, No 5 679—681
(anra.). Mecto xpauenus TTIHTB CCCP

-H3mepen cnektp ¢ayopecuenunn moaekyas KH (mepe-
xon A'Z+—X'3+), BoaGyxpaemuit Art-nasepom (488,0 um).
[Tomumo mnporpeccuH AyGJeETOB, CBA3AHHLIX C NEpexogaMH
H3 HENOCPCACTBEHHO BO3GYXKAAeMOrO COCTOSIHHSI MOJEKY-
Jibl, B CrleKTpe Ha6J0Aanoch GOJblIOe YHCJIO CATeJJHTHBIX
AHHHIY, BO3HHKAIOIHX B pe3yJbTaTe MNPOLECCOB MepeHoca
Kosie6aT. H BpallaT. 3HEpPrHH NPH CTOJKHOBeHHsX. Paccun-
Tanbl noteHuna’abhubie ‘Kpusbie PKP nas oGenx szaexktpou-
HBLIX COCTOSIHHIT M TpHBeAeHb 3uauenusi- Go+Yeo, Ruun.,
Ruaxe. (va=5—8, vx=0—4). Hdanbl Takxe (aKkTopH
d’)pauha—Konnona A1 HaGJIOJaeMBIX TI0JIOC  CHCTEMBI
(va=5—8—vx=0—4). OTHOCHT. BeJHYHHA MOMEHTa Te-
pexoaa (Rc?) auueiino 3aBHCHT oT v” (3nauenns R.? pas-
Hbl cooTB. 0,64; 0,76; 0,88; 1,0 ana v"'=1—4),

) : B. M. KonGa



KH

L107: 67140s The inten
scence spectrum in
Pardo, A.; Poyato, J.

sity beh
the potassium mo
M. L.; Camacho, J. J.
Auton. Madrid, Madrid, Spain 28049),

1987, 43A(5), 679-81 (Eng).

in rotational and vibrational fuantum nos. ar
induced fluprescence spectrum of KH.
Franck-Condon factors in

i ) a relative variation of Re2 vs. the " v
/&7 ?nme context a population anal, was made for the v
evel, ) : R

¢.A-198%, 10F w4 C

avior of the laser-induced fluor=,
nohydride molecule.:
(Fac. Cienc., Univ.
Spectrochim. Acta, Part A
Collisionnl processes involving changes
o detected in the laser
he knowledge of the
the involved transitions allows to cvaluate

ibrational quantum no. ‘In the
' = 7 vibratjonal
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108: 119232r Calculuted potentinl energy curves for low-lyizg
electronic states of tho potassium hydride and rubidiyz
hydride molecules, Ross, Amanda;  Bussery, Beatrice; Jewry,
Gwang Hi; Bacchus-Montahonel, Marie Christine; Aubert-Free.
Monique ~ (Lab, -Spectrom, Ion. Mol.,, Univ. Lyon I, F ¢osy
Villeurbanne, Fr.). J. Chim. Phys. Phys.-Chim. Biol. 1987, 8iic)
745-50 (Fr). The potential-energy curves and several spectroscopl
consts. for the 18 lowest-lying mol. states of KH and of RbH wes

WW_ Weulcd. by using the previously described (J., et al., 1983) methci,

which involves nonempirical at. pseudopotentials for K and Rb, & Cj

W%W calen. using the CIPSI algorithm for the valence electrons, and
2nd-order perturbation calen. to take into account core polarizatics

/?' as well as core-valence correlation cffects. . The caled. curve for thy
WM ground state of KH is in excellent agreement with the most recess
Rydberg-Klein-Rees curve obtained from exptl, results. The jonic

[&WW character of the ground state is discussed. - Excited states are

essentially dissociative due to the distribution of the valence
@ electrons, which is sp. to the alkali hydrides. B




Y7 MAIL67, 19

5J157. Pacyer KpPHBBIX NOTEHUHAJBHON SHEPrHH A

HU3WHX aneKkTponnbix coctosuuit KH n RbH.  Courbes

d’énergie potentielle calculées pour les TTats électroni-,

ques les plus bas de KH et RbH. Ross Amanda,

Bussery Béatrice, Jeung Gwang-Hi, Bacchus-Montabonel

Marie-Christine, Aubert-Frécon. «J. chim. phys. et phys.-

chim. biol.», 1987, 84, Ne 6, 745—750 (¢p.; pe3. aura.)

Heamnupuueckum” metrogom CCIT MO JIKAO c yuerom,

KB B BajenTHOIl 060JIOYKE H C HCMOJb30BAaHHEM ICEBJO-

noTeHuHasa JllopaHa paccyHTaHbl MOTEHW. KpHBHeE aJas 18

Hu3WHX 3JaekTpoHHHX cocrosunit KH  (I) w RbH (II)..

é(ﬂ . [puBeseHH CNEKTPOCKOMHY. NOCTOAHHbE Te, We, Re u De.
¢ Kose6ar. 4acToTH JAJsi  OCHOBHBIX COCTOSIHHH  PaBHH-
979,44 cM-! (986,60 — akcnepnMm. 3Hauenne) u 870,72

(936,94), pauun csaseii 1,066 ar.en. (4,233) u 4,30 (4,47),

sHeprusi aucconuanmun 14990,2 cm—! (14,777) wu 14100

ans I u Il -coorBercTBeHHO. B03GyXIeHHHE  COCTOSTHHS

) HafileHBl JHCCOLHATHBHLIMH. B. JI. JleGenes

Qb (988, ﬁ//\/é“



KA om2EL62 /987

951030. KpuBble NMOTEHUHANbHON 3HEPrHH, PaCCYKTaH-
Hble JJis HaHGoJee HH3KHX 3JEKTPOHHBLIX coctosinuit KH w
RbH. Courbes d'énergie potentielle calculées pouf—Tes
éfats ¢lectroniques les plus.bas de KH et RbH. Ross A,
Bussery B., Jeung Gwang-Hi, Bacchus-Montabonel Ma-
rie-Christine, Aubert-Frecon M. J. chim. phys. et phys.-
chim. biol.», 1987, 84, Ne 6, 745—750 (¢bp.; pes. aura.)

~ MeToziom = KOHQHIypal. B3aHMOAGHCTBHA ANS  MOJEKYJ
X KH n RbH paccuntans norenumanbhbie kpusue 18 mua-
) e WHX SJNEKTPOHHHX COCTOSIHHI THMOB 133+ I3[ y 1.3A,
—_— Ilpn pacyerax fIBHO yuTeHbl JHWIL 1BAa BaJeHTHHX 5/EKT-
pona. JIisi OMHCAaHHS OCTOBHBIX 3/CKTPOHOB HCMO/b30OBaH

£47 HEeSMAHMpPHY, NCEBJAONOTEHIHAJ; NOJAsPH3allHid - OCTOBa K
/} * KOppeJsiis MEXAY BaJEHTHHMH H OCTOBHBIMH 3JIEKTpPO-

HAMH YuTeHbH IO .TEOPHH BO3MYLICHHII BTOPOroO  MOpPSAAKa
aas Rb ncesponoTeHuHan BKJAIOYaJ PEJISATHBHCTCKHE MO~
npaBkH. IlpuBeseHsl TaGaHUBL - 3HAYeHHil SHEPrHH KaK
§-UHH MEXBANEPHOTO DPACCTOAHHS M OOCYKAEH HOHHHIL
@ xapaxrep ochoBHoOro cocrosinus. ' B. WM. XKununckuit

X /988, /%, v@
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7177 HccnenoBanne MOHOTHADHIAOB H MOHOOKCHAOB |
3JIeMEHTOB rJaaBHbIX moarpynn or K mo Br ¢ ucnoansosa-
HHeM ncesaonotenunanos. Pseudopotential study of mo-
nohydrides and monoxides of main group elements K!
through Br / Igel-Mann G., Stoll H., Preuss H. // Mol.;
Phys.— 1988.— 65, Ne 6.— C. 1329—1336.— Amr..
Hesmnupnueckum meromom CCIT JIKAO c yuetom KoH-|
¢urypau. B3aHMOACHCTBHS C HCMO/L30BAHHEM MOJYYEHHBIX |
paHee NCEeBAONOTEHUHANOB HCCIENOBAHO  3JIEKTPOHHOE
crpoenie XH u XO, rae X=K, Ca, Ga, Ge, As, Se, Br.
INpuBenensi PaBHOBCCHBIE MJNHGI CBA3CH, KOJGOATENBHBIC
4acToTHl, 3Hepruu auccouHauuu. Oas XH pauwen cBsizeit
3aHHXKEHbl .10 CPAaBHEHHIO C 3KCNMEPHM. 3HAYEHHSMH, HO He
Gonee uem Ha 0,03 A, uckmouass GaH, ans Kotoporo Ha-.
Gaionaercst HeGoJIblIOe 3aBhIlLIEHHE. DHEPrHH AHCCOLHALHH
TaKXKe HECKONbKO 3aBblllleHbl, HO He Gosee uem Ha 0,4 3B.:
YacToThl  COrJIaCyIOTCSi C 3KCNEPHM. 3HAYCHHSIMH C TOY--
HocThio 80 cu‘v'. Ilns OKCHAOB. OTKJIOHGHHSi PacCCYHTaHHBIX




IIHH cBsiseil He mpesbiualor 0,05 A, sHEPrHH JHCCOUHMALHH
B OCHOBHOM HECKOJbKO 3aHHXKEHBl, a OTKJOHeHHe anf 4a-:
cror mocturaer 150 cm~!. Pesyabratsl B LeJoM corja-
CYIOTCSi MO TOUHOCTH C NAHHHIMH TPYJAOEMKHX  MOJHEIX

] B. JI. JleGenes
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' 109: 1589064 New self-consistent potentials foe the X1t .

AlZ+ states of potassium hydride. Pardo, A.; Cam

Poyato, J. M. L.; Martin, E.; Reyman, D. (Fac. C

Autonoma Madrid, Madrid, Spain 28049). * J. Mol. Struc:.

175, 209-14 (Eng). The vibrational and rotational mol. con:

detd. for the A2+ = X13+ gystem of KH.- I'rom these e o

values, isotopically combined PMO-ydbery-Klein-R i

, Wauls potentials were construcied, which were cheeked by 50

/Lﬂm/ézg 44 - integration of radixl Schrcedinger equation. As an addnl. ¢t .
' 7 . : :

the accuracy of the potentials, the wavefunctions were .

. compute B, Dy, Hy and Ly values. The agreement between ths .
/LZ./} . and exptl. results is quite satisfactory. Fruuck-Condon .. .-
¢ integrals and probability d. distributions were caled. The gn,
behavior of the A1+ stute may be obsd. in the probat

functions of the lowest vibrational levels,
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13 54310. Tounbie 3HAueHHs SHepruii AUCCOUMauuH cOY
crosunit X!S+ mosekyn KH u CsH. Accurate dissociation
energies for the X'EI*—strtes of KH and CsH. Zem-
ke W. T, Stwalley W. C. «Chem. Phys. Lett.», 198§,
143, Ne 1, 84—90 (amra.)

C HcnoJb30oBaHHeM JHT. AAHHBIX MO BO36yxKaaemoft Ja-
sepom ®sr KH u CsH paccuuTaner-KpuBble NOTEHUHAJIBHOM
sueprun  (KI1D) stix Monekys. OTMeuaercsi, 4TO TOUHBIH
pacuer—KI1d-ocroBAOTG cocronna X'Z+ ruipHaos wed.
METaslJIOB 3aTPYJAHEH H3-33 KBa3HMepeceyeHHs HOHHOro M

KOBaJIEHTHOrO COCTOSHHII. ABTOPEI HCTIO/Ib3YIOT HOBHIY, rHG-

: pumnbit, IIT: NpH MaJbX MEXAaTOMHBIX DacCCTOAHHAX,

/ 0/ (r membwe 29 nmm 3,4 ar. ex. ana KH wam CsH) uc|
MOJIb3YIOTCS Pe3y/bTATH HEIMITHPHY. PacyeToB, B OGN MH-

pumyma KI1D —TIt PunGepra—Kasfina—Puca. IMosexnenne
; npu 6GOJbIIMX r, Onpejefsiollee 3JHEPrHI0 JHCCOUHAUHH
717 (De, orcuer ot muummyma KII3), maxoasr, BapbHpys D,
7 KaXKAB pa3 BHUHCAAS WHPHHY yposus v”/=23, J'=0

X. /flg_g/fff),/\/ /3 7



# ero paccTosiHHe IO COCEAHHX YPOBHeil; M3 COMOCTaBJje-
HHSl C SKCNEPHM. HAXOAAT 3HaveHue D., NmpH K-poM Teoper.
H SKCMepHM. WIHPHHA M. PACCTOSHHE COBMANAOT (Bpauiar.
MpeAHCCOUHAUHst OGHAPYKHBACTCS NI YPOBHa v =23,

J"=T). INoayweno: nng KH D,=14772,740,6, Dy==
=14282,6; ana CsH D, =14791,2F2,0; D= 143485 cm—".
N e P—®Bathnbes

¢



- ASELF FEE

" 6 J165. TouHble HEPrHH OMCCOUHALHH OCHOBHLIX CO-|

crosuuii X'3+ monexkyn KH n CsH. Accurate dissociation!

energies for the X'S+ States oT KH and CsH. Zemke,

Warren T, Stwalley William C. «Chem. Phys. Lett.»,

1988, 143, Ne 1, 84—90 (aura.) ‘

M3 cpaBHCHHSI PacCUHTaHHbLIX M HaGMOAAeMBIX  wHPHH'

JIHHHIT KOJICGaTe/NbHO-BPAlLATEAbHBIX — CNEKTPOB  MOJIEKYJ

KH u CsH ckoppexkTupoBanbl 3uaueHHs 3HEpPruii  jmucco-,

UHAUHI HX OCHOBHBIX 3JICKTPOHHBIX COCTOSIHHil, KOTOpble'

coctaBuau 14772,746 u 14791+2,0 cM—!, COOTBCTCTBEIIHO. |

[Motenu. ¢-uuu MOJEKYJ onpefessiHCh CHUIaiiHoOBO an-

Vé . NPOKCHMAaLHeH NpH MaJbIX MEXDbsAeplblX  PacCTOSHHAX
{” ) (R) noTeHlu. KpHBOH, MOJAY4EHHOH B HEIMNHPHY. KBAHTO-,
BOXHMHY. pacueraX, B paifione Muuumyma PKP-xpusoii u-
BaH-/icp-BasibCOBA  NOTeHUHasa npH OGoabwux R. Hdas

KH paccmarpuBasach IUHPHHA JIHHHH ypoBHs  v”=23,:

&.’:7. ana GH—v”=25, J=11.  A. H. [ementven
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108: 156787w Accurate disscciation ener
states ef potassium hydride and cesium hy
T.; Stwalley, William C. (Dep. Chem., Wartl ; Coil,, W mcm
50677 USA).  Chem. Phys. Lett. 1993. (l) bi Sy (2
New hybrid potential-energy curves for the grotuzid siates of I
CsH were constructed. Then for obsd. qrm! nd states (L" s
J'" =T in KH;v" = 25, J" = 11 in Cs5H), energizs and line width ‘
varying dissoen. onerpln_s De were caled. Based on a u)mp':n\u'l s
caled. and obsd. line widths, itnproved D values were detd.s for Wi
De = 14,772.7 £ 0.6 cn-? (Do = 14,232.6 cv-1j; {er CsH, D = 14,708 'I
%20 cemt (Do = 14,3185 em-1), I
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negp Indion & Phipt- B 1989,
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Anew interaction potetinl al-
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i Yong 4. Ch.,
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m L 17B1031. Hccaenopanue Toﬁuocm npt;ﬁnllmeyluu

CK12+3(CK12). 3aextpnueckue cpoiictBa KH u RbH.
A study of the accuracy of the CCSD+T(CCSD) appro-E
ximation. Electric properties of KH and RbH / Urban'
Miroslav. Sadlej Andrzej J. //.J. Chem. Phys.— 1991.—

95, Ne 7.— C. 5490—5491.— Anra.
™MHa npumepe pacueta 3JcKTpHY. cB-B MoJekya KH. #
RbH HccnenoBana TOYHOCTb MeTOMA CBS3aHHBIX KJ/acTe- -
OB C yueTroM OJHO- I ABYKPaTHbIX BO30yxaeHHil u ¢ He-
HTepall. OLEHKOil 'BKJAaJOB TPEXKpaTHLIX BO30Y K AeHHIi
(meron CKI12+4-3(CKI12)). JlunosbHblit MOMEHT I KOMIO-
HEHTB AHMOMBHOI noasipusyemoctH Monekya KH u RbH,
‘/éz /’ . paccuHTaHbl Mo TeopHH Bo3Myllennit Meanepa—Ilneccera
Pa3NHYHBIX TOPSAKOB H Pa3JHUNLIMH BapHaHTaMH MeETOAa:
S cBsizaHubIX KaactepoB. Hcrmonb3oBanw Gosblune Ga3HCH,’
MO3BOJISIOLIHE YyuecTh MNOJsipH3al. 3G@eKTh, -HHAYUHPO-
BaHHBIC 3JIEKTPHY.  TOJIEM: (6s4p)/ [352p] Ha

»

f//) (15s13p4d)/[9s7p4d] na K u (18s15p10d)/[11s9p4d] na
Rb. B paMKkax MeTOla CBS3aHHbIX KJaCTEPOB TPEXKPaTHHE
\X~/ggg/, N ';l 8036y KAeHHs AQIOT 3HAUMT. BKJAL B 3JCKTPHY. CBOIiCTBA.

. .A. A. Cabdouos
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123: 20766r Observation of ‘the rotational spectrum of KH
using a tunable far-infrared spectrometer. Odashima, Hitoshi;
Wang, Dongbing; Matsushima, fusakazu; Tsunekawa, Shozo;
Takagi, Kojiro (Dep. Phys., Toyama Univ., Toyama, Japan 930). J.'
Mol. Spectrosc. 1995, ~ 171(2), 513-17 (Eng). Pure rotational |
transitions of KH were obsd. for the first time using a tunable far-IR |
spectrometer. Transition frequencies of R(J) with J = 0 to 12 were |
measured with an accuracy better than hundreds of kHz. These '
pﬁc(xae data have enabled us to det. improved rotational parameters'
o 4 —_ e
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}235132. KpuBax HOTeHUMAIBHOIM 3Heprum’

un6epra—Kineitna—Puca mas A!'St-cocrosmmus
KH. The Rydberg—Klein—Rees potential energy curvel
of the ATt state of KH / Rafi M., Al-Tuwirqi Reem,

Fayyazuddm // J. Phys. B.— 1996.— 29 Ne 14.— C. L533-|
L536.— Amnra. ;

C mCnoiab3oBaHMEM HOBEHUINX cnex'rpocxonnqecxnx nan-'

HHX YTOYHEHH ¢opMa KpHBOH{ NOTEHUMAIBLHON 3HEPIHH
Pun6epra—Knejina—Puca u cnexTpockonuueckue TOCTORH- |

nete cocrosuus ATt monexkynsl KH ¢ vor 27 110 38. i
& ——  E.B. Bopucos!
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125: 259774v The Rydberg—Klein—Rees potential energy curve .
of the A '3+ state of KH. Rafi, M.; Al-Tuwirqi, Reem; Fayyazuddin
(Phys. Dep., King Abdul Aziz Univ., Jeddah, Saudi Arabia). J. Phys. B: |
At., Mol. Opt. Phys. 1996, 29(14), L533-L536 (Eng). New spectroscopic
data were used to extend the Rydberg—Klein—Rees potential energy
curve of the Alw* state of the KH mol. from v = 27 to 38. PRESII
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C. 4. 1956, K 4 Lo



A i

/Nt Wyt 1997,
T e

frat /%M% ot~
lotetznael — A A ///Q



K 159%

. 127: 363632z Analysis of vibration—-rotational spectra of KH. Ue-!

hara, Hiromici; Horiai, Koui; Konno, Toichi (Department of Chemistry,:

Faculty of Science, Josai University, Keyakidai, Sakado, Saitama, Japan).!

dJ. Mol. Struct. 1997, 413—-414, 457-462 (Eng), Elsevier. A modified

Dunham potential model developed recently was applied to the anal. of

vibration—rotational spectra of KH. The spectral data set consisted of

/Lﬂ/&% 107 lines from the literature and an addnl. 12 lines measured of KD. In'
total 119 spectral lines for 4 isotopomers were simultaneously fitted to.

y%aWﬂ ’ a single set of only 11 mol parameters, U,., Up, a,, ay, a,, a4, as, A H,

AgH, roM, and A, well within exptl. errors. Values of w, (3?KH) and
r, within the Born—Oppenheimer approxn. are 986.6484(41) cm~-! and
‘ﬂ ’ 224.0164(10) pm, resp., assuming that A,,X and AyX are equal to zero.

O
C. Q. 99%, (7 nd6
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S99

130: 73254y Analysis and transition probabilities of the A 1T+ X'
1X+ system of KH excited by the 4880 A line of the argon ion|
laser. Camacho, J. J.; Poyato, J. M. L.; Pardo, A.; Reyman, D. (Fac-;
ultad de Ciencias, Departamento de Quimica—Fisica Aplicada, Univer-,‘
sidad Autonoma de Madrid, Cantoblanco, Madrid, Spain 28049). J.'
Chem. Phys. 1998, 109(21), 9372-9383 (Eng), American Institute of.
Physics. The fluorescence spectrum of KH induced by the 4880 A line!
of an Ar ion laser was analyzed. This work extends previous observa-|
tions on K hydride in visible region by using this excitation line. Along,
with the principal fluorescence series for the A 1T+ X 1=+ band system, ;
corresponding to the excitation transition, v'=7, J' = 6 v'=0, J'=5, the'
authors analyzed a very interesting satellite rotational and vibrational
structure induced by collision. The radiative transition probabilities for
the A 1T+ X 1+ band system of KH were calcd. by using hybrid potential

O
CAH 1999 S30, M8



energy curves for the X 'Z* and A !X+ states and transition dipole mo-:
ment function from the radiative lifetimes of different vibrational levels
(v'=5-22 in the A 1Z* state) reported by Giroud and Nedelec. The transi-
‘tion probabilities and lifetimes are in good agrcement with the cor-
responding obsd. measurements usually within the exptl. uncertainty.
Collision—induced rotational and vibrational energy transfer in the A~
1T+ state was studied. From the rotational and vibrational satellite-
structure of some bands, cross sections for rotational and vibrational
energy transfer were detd.
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