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1245795, BpailltHie H HHBEPCHSA HOPMAJLHOTO H neiite-

PHPOBAHHOTO AMMHAKA B WHEPTHBIX matpunax. Abouaf-

Marguin Luce, Jacox Marilyn E, Milligan

Dolphus E. The rotation and inversion of normal and

. deuteraled ammonia in inert matrices. «J. Mol. Spect-
tosc.», 1977, 67, Ne 1—3, 34—61 (aura.)

B chneKTpasbHBIX 06ACTAX MPOABJCHHST HOPMabHEIX KO-

sieGannit n3yuciint FIK-CNCKTPBL aMMHaKa 1t cro neiiteposa-

P meut. B TB. Ar-, Kr- 1 Xe-matpuuax. Ha ocnosauun ne-
U K Erckr

~

7a7bHOFQ HCCICAOBANIA T-DHBIX 1 KIMICTHY. 3aBHCHMOCTEH
[0/l TIOTJIOUICHISI, CBSI3AMIBIX € BPallaTeablON CTPYKTY-
pOfi’ KOZIGGATEbHEIX TMCPCXOLOB, CAE/ANl BLIBOL O MOUTH
«poGONHOM DpalIEiii MOTEKYJ aMMuaka B MaTpHuax
“HHepTIHIX ra3op. C MOMOIGI0 Teopun JleBonwipa moaye-
1Bl BeAuIL Gapbepos Bpaulenns NHg B sTix MaTphuax.
\OTMeYeHO, uTO HHBEPCHONIEIE DACUIeIUICHHs 1OPMasbIOro
xoneGamust v, NHs, NHoD 1 NHD, neckonpko mixe mo-
cpapitenmio ¢ ra3opoii $asoft, o mhuicsennbie Gapheps
BepeHi Gobwue TOJIbKO 1a 10%. O. T. Tapkyma

2, 7 9FLH R



IRt =~ & svsms

ij 5 1413.  Bpauenué u MHBEPCHSI HOpMaJbHOro M Aeiire- |

- % PHPOBAHHOTO AMMHAaKa B MHEpTHbIX MaTpuuaX. Abouaf-:

J // OZ ‘Marguin Luce, Jacox Marilyn E, Milli-

:gan Dolphus E.The Rotation and Inversion of Nor-:

/}//j E mal and. Deuterated Ammonia in Inert Matrices. «J.
[y@ Mol. Spec rosc.», 1977, 67, Ne 1—3, 34—61 (aura.)

Tloayuennt MK-cnektpn norsowenns b oGaactn  400—:

4000 cm~! monexyn NHz NHD, 1 NH,D, nsomnpopanubix .

.8 matpmuax n3 Ne, Ar, Kr, Xe i N, npnt-pe 8—40° K.

3aperucTpHPOBAHLl MI0JOCH MOTJOWEHHST CA0KHON CTPYK-:

; b~ A by, TYPH B 00nacTil YacTOT BCEX ueTHIpeX (yHAAMEHTAbIbIX |
{/ B [ - A /) ? | KoneGammit avvuaxa. OCOGCHHO TIIATENBHO HCCAENOBANO

xosnebanne vy (~100 cM~! pas NHj). Mayuema temme-

*y /(/ paTypHast 3aBHCHMOCTb HHTCHCHBHOCTEN PA3MHUHBLIX KOMIIO-
PA 17 §IEHT CTPYKTYPBI TOJIOC TOrJoienust. AHaMN3 10O COBO-
/ KYMHOCTH IKCMCDPHM. JAHHBIX TOKA3blBAeT, YTO NOSBJIEHHE,
CTPYKTYpbl OGYC/I0B/ICHO HIBEPCHONNBIM YABOCHHEM M I10Y-|

i cBOCOUILIM BpaLleHIeM MOJEKYJ aMMHAKa B Mampy-

gax #3 0JaropoBIX rasoB H 3aTOPMOMKEHHBLM BpalleH-'

?0 /yX//V-/ ey BOKpYr oci Cs m iMaTpHue H3_a30Td. 3aperucTpupoBaHbl
7 - o N\




. CHHHE CIBHTH YacTOTHl KoaeGamisi Vo MPH mepexoie Tas-.

“matpuua (s cv~!): 6,2 (Ne), I8 (Ar), 16, (Kr) u 14,6

(Xe). Ot meanumubl yI0BAETBOPILTCABHO . OMHCHBAIOTCS .
(3a wucxarouennem Ne) «p-noit Bayspa—Mara. Hdas onu-

caunst spawenns NH; B xprcraane GnaropozHoro rasa

Henoab3oBana Teopus Jesonmaiipa u Haiigens Gapbepsl

aas Bpawennst (B cm-1): 4 (Ne), 23,8 (Ar), 29,7 (Kr) n

51,5 (Xe). Mamepennl Besmuuinl HHBCPCHOHNOrO paciierne- .

(HHS IS COCTOSIHMHS Up=\l. J=0 v onpar-1eHst Gapbepsl

AJs HiBepCHH, paBHMeE cooTBercTBenno -(B-cM~!): 27 u

2242 (Ne), 26,6 u 2261 :(Ar), 29,5 u 2302 (Kr), 248 -
! Bagn, o, (A0 295 1 E (2 a1,

_2292 (Xe). BuGm. 30.
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ﬂ 7 87:159430h The rotation and inversion of normal and
' deuterated ammonia in _inert matrixes. Abouaf-Mar uin, |

j Luce; Jacox, Marilyn E.; Milligan, Dolphus E, (Lab.
Photophys. Mol., Univ. Paris Sud, Orsay, Fr). J. Mol :
Spectrosc. 1977, 67(3), 34-61 (Eng). The IR spectra wero '
recorded for all of the vibrational fundamental regions of NHj in
. Ar, Kr, and Xe matrixcs, for the v fundamental region of NH;
: in ' Ne and N matrixes, and for the v o'y and v fundamental -
p, Yz regions of the deuterated compds. in an’ Ar matriy. Detailed -
AL 1 ¢ studies of the temp. and time dependence of absorptions .
attributed to rotational structure in the vibrational transitions |
Ay have led to an assignment consistent with almost free rotation of |
&//Lﬂ/éf the NHi mol. in rare gas matrixes.  The theory of A. F,
I)cvonshi}ic (193(33 was u'.}%d to evaluate ’ill barrier to rotation of .
5 D/ 77" NHa in these matrixes.  The inversion splittipgs abad, for the
Va;l/7@£'Tundmncnmls of NHa, NH:D,.and NHD» are_somewhat smaller -
than for the gas-phase mols., but the caled. nversion potential’

barricr is increased by only ~10% in the rare gases.” No

structure in the vz spectral region can be attributed to- the

rotation or inversion of NHi~dn in a N matrix, However

rotation of the mol. about its Qggls’_xqu_pc_cugix_l the N matriy.’
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\5 I §8: 128595g Recording of weak absorption bands of ammonia -
{and methane in the visible spectrum by, intracavity specs
* troscopy using a continuous-action dye laser. Antonov, E.’
/ N.; Berik, E.-B; Koloshnikov, V. G.;* Mironenko, V. R.
L/ (USSR). Teor. Spcktraskop&ya 1977, 128-30 (Russ). From
Ref. Zh., Khim. 1978, Abstr. | \o. 1B204. Title only translated. -~
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86: 1630675 Infrared spectrum of liquiq

I nd crysi:iilinc
ammonia, Bromberg, A.; Kimel, S Ron, A, (Dep. Chem., _
‘echnion-Isracl Inst. Technol.,, H_:ufn,' Isrgel). Chem, Phys.
Lett, 1977, 46(2), 262-¢ (Eng). The vnll)rn(umi'll spmitm of Tig,

27/ NHa and of (he solid, grown from the melt under
Z./: /(/' A’a’/d/ conditions, were measured at severy) temps, in ¢ !
‘ “K. Some new absorption features were obsd, "The
¢ i regarding reported spectra of the cybje phase .
-tnambiguously, o
¢ ———

44

cont foversy
as resolved

s

b B-1977 88 w22




Nt (

e, /‘;/{za;r" : /

7977

8 11482. UK-cnexTp KHAKOro M “KPHCTAJJIHYECKOro
ammuaka, Bromberg A, Kimel S, Ron A. Infra-
red spectrum of liquid and crystalline ammonia. «Chem.
Phys. Lett.», 1977, 46, Ne 2, 262—266 (anra.) )

TToayuennt cnexrpst  WK-morJollenust  KHAKOTO i
,KpHCTAJUIY. aMMHaKa npH T-pax 77—202°K B obnacti
700—5000 cm~!. CHCKTpbl TOJYueHbl B KIOBETE CO CJOEM
‘1 MK. Kpucrammmu. o6pasipl NPHTOTOBJIEHB! KpPHCTaMlIH3a-
et H3 KHAKOIN (a3bl; YCJAOBHS HX NPHTOTOBJEHHst 0Ge-
creuHBaJH OTCYTCTBHe MeTacTaGmJbHbIX (a3 KpHcraana.
Hcrnosib3oBaHKe pasjHYHBLIX OKOH B KIOBCTE AOKasano He-
3aBHCHMOCTb CTPYKTYPBl CTICKTPAa OT ‘MaTrepiala  OkHa.
IIpuBeAcHbl MOMYUYCHHBIC CMNEKTPEL Ornecenne HaGmonas-
wxcs patiee nojioc coBnajaer c¢ mpexuM.  HaGmopen
psijl HOBBIX TIOJOC B 06JAacTH KOMOMHAUHOHHBIX M OCHOB-
jpix ToHoB. OTMEUeHo, uTO HX HafliuHe B CIEKTpe Tpe-
.GyeT OCTOPOXKHOCTH B YCTaHOBJeHHH (aKTa BO3HHKHOBeHNY
MerTacTaGubHoit (aspl MO TNPHCYTCTBHIO HOBBHIX  moJoc.
Bubn. 22. . . M. Touxos
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7977
4V D143d. " ®oToaHCCOnHALNS dMMHaKa B CHCTeMe mnu--
(/}/\/7‘,, Joc noraowenns A<-X. Yacry ]I, Moctynareasnoe BO3-

Oyxnenne o6pasyiownxcs ATOMOB BOZOPOAA M Mexamuam -
npeauccounaunn. Back R A, Koda S. The photodisso-

ciation of ammonia in the A—X absorption system.
Part 1I. Translational excitation of the hydrogen atoms .
produced, and the mechanism of the predissociation,
«Can. J. Chem.», 1977, 55, Ne 8, 1387—1395 (aura.; pes.

. f] — | aHi.)

29 ; (p{idsyqeu H30TONHHEIT  cocras BOXopoza, o6pasyiouierocs
! . TipH_Qoromse NH; u ND, MOHOXpOMaTHY, cBeToM 2139,
l L{",C”,QLX + i 2062 1 1850A B mpucyrcraun TpoNana u stunena. Hafige.
(r‘/ - Hbl BepXHHe OLICHKH KBaHTOBBIX BEIXONOB @ Mok, orT-

" wemennst Dy u3 NDy mpn 2139 i 2062A pasuble 0,003 u
0,004; mpu 1850A @ (D,) =0,009. . HanoFiunbie pesynpra-
Tol moJydenst M ans NH; Ha OCHOBANHH 3aBHCHMOCTEl
BbIXO10B BOI0OPOAa OT COOTHOWICHIS TIponana u grigeng

| caesaH BHIBOJ, uTO atomb H 1 D npn doToanze o0pazy-

X‘ /97*% I0TCSl ¢ H3OBITOUNON KHieTHY, ueprueir.  Beanunyy HHTe-

TPaJbHBIX peaku. cnocobHocTel TOPAYHX aTomoB H npH

/Véi?{) _ B3aHMOCIICTBHH ¢ tnpgn_::ﬁl‘l_o._}j_pamlbl .0,078; 0,07‘0ng_\0,045 ,




api 2139, 2062 i 1850A coots.; nast atomos D u3 ND;
' COOTB-IIHC BeJNYMHIIEL pasuer 0,083; 0,062 u 0,029. T. o0p.,
- € PocToM sHeprim (oToHOB TpH ¢oromze NH; u ND;
' Peaxu. cnocobHocTh ropsunx atomoB H u D cumxaercs.
STOT pesyabTar o6bscHsICTCS TCM, 4TO IO Mepe CHHMKeHHs
AJUHHLL BOANE (hOTOMN3YIOWETO CBCTA Bee GOMBLIMI BKJ1a1
ZaCT HOBLIT Kalad (oTommccouHammm o o0pa3soBanuem

H; B BoaGymxnenmoym cocrosmm 2A,. Ilpeanoxen Mexa-

HH3M  mpenuccomuamm NHj(A), cornacylommiicss ¢ stam
‘Pe3yabTaToM M maGmoxapmmMics panee peiiTepoBOOPO]-
HLIMIT - 3(dektamn B (oroxmcconnanny. ITpeanonoxeno,
MTO muccounauust NH; ne onpepeJisieTcsi MPaBH.JIOM Koppe-
VI COCTOAANMI, CUPABeANHBHIM A5t AHCCOUMALN B
JITOCKOCTH MOJIeKyJ1, no Kpaiticit Mepe, TpH 3035}'M£§1*?L i
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y 795K
?j /;3 88: 13921t Three-photon transitions in gases at microwave

frequencies. Battaglia, A. (Ist. Fis,, Univ. Pisa, Pisa, Italy).
Lett. Nuovo Cimento Soc. Ital. Fis. 1977, 20(10), 364-6 (Eng).
An expt. in which NHs at a pressure of a few uHg was irradiated
with 2 strong microwave fields, showed that amplification «f
amplitude modulation sidebands can be obtained with 2 sources
of radiation at microwave frequencies in a process involving 3
3-photon transition. The process occurs between the 2 energy
> levels of the (3,3) line of the inversion spectrum of NHa. A gain
&2 21 7 . at microwave frequencies was obtained from a 2-level system
without population inversion as was obtained recently in the
optical region. The schematic mechanism of a 3-photop
transition is shown.

A, ARp L v
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‘/:,3 9 J1172.  Tcopernueckoe HCCAELOBANNHE ICKTPOHHBIX Mne-

pepacnpenedciiii, CONPOBOXAAIOWMX HONH3AUHIO OCTOBA K:

; BaJcHTHOIl 060J0UKH B MPOCTHLIX CHCTEMaX C BOJLOPOAIBIMH |

/-/‘? 0 ceszamp. Clark- David T, Cromarty Ben-

~ jamin J. A theoretical investigation of electronic reor-

— ganizations accompanying core and valence ionization in-

/%JL simple hydrogen bonded systems. «Theor. chim. acta,
' 1977, 44, Ne.2, 181—199 (anra.) ' :

TIpopesensl HEIMIHDHY. PacueThl aMMiaka, Boabl, dbro-

piucToro _Bopopdia H “psiia UOPasyCMLIX MMH _IHMEpOB, a

TarsKe TPHMEpP L EDILL_PacucT BLIlOJIell B paMKaX Meroia

4 . MO JIRAO CCII ¢ ucnosb3oBaniieM ADYXIKCNOHEHTHOrO:

y/{ Wc Ga3nca U3 CrPYMMHPOBAHHBIX TayCCOBLIX @-Mil M ¢ onTH-

e E’ﬁ"’ Mi3atieii FeOMCTPHIL st MONOMEPOB 1 JitMepos. Haiizenwt

+  5yepTHH_ OCHOBHBIX COCTOSININ HEfITPANBHBLIX MONeKyn it

SHEpTH HONOB, TOMYYEHHBIX 1HOHH3AUMEll  3JeKTPOHOB ¢

ocToBHEIX OpOuTazcii. MccaenoBansl MPOUCCCH penakcam,.

m MpollCXOAANLIE B TaKHX - MOJCKYJAPHEIX CHCTEMaX moce-

yonn3awt. TIokasano, uTo pesaKcalitonubie npouecey cy-

LLCCTBEHHO MEHAIoT 3HCPrHH BOAOPOAHLIX CBsA3Cil.

97'/\?77 WG e B. M. JKumcknuit
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//_/ ~ 24 B31. | Bausinie B3aHMOAEHCTBHS E;aunibﬁ““:?fﬁ."i{zi-;/jfy
5 ‘\amuoﬁ O MOJICKYJISIDHBIX OpOMTaneli HA CTPYKTYPY Modes :
a. Cherry William, Epiotis -Nicholas
Borden Weston Thatcher. Effects of filled =t
Hj and unfilled o molecular ox;bital interactions on molecu-

“lar structure. «Accounts Chem. Res.», 1977, 10, Ne 5,

- 167—173 (aura.) ' ‘
B pasmkax npocroro Meroxa MO pacemorpen Bompoc o
: ./ BAHSIHHI B3aHMOJICICTBHS BHICUICH 3aHATOIN MO " (B3MO) -
ZZ&«WI -u uu3weit sakautnoit MO (HBMO) na Teomerpmio n
* Gapbepst musepcun (BH) psina nmpoctsix Mozexya. “Ilepe-
[[ /" xon or IOCKOf K TipaMuzanbhoii reomerpimy - AH,
0 . (A=N, P) cpszan €O CTaGHAH3HPYIOWINM B3aHMOAeiiCT-
‘piem 7t B3MO 1 ¢ HBMO, peanuiuna k*poro o6pario 1npo- .
[ mopumonanbia  MX_ pacwensennio. Metogom  TIIINTI/2
Lpaccunrannt maockie ctpyktypst NHs (I) u PH, (IT) n
! ycTaHOBJIENO, YTO pacilueNieHiie FPARMINEIX OpGHTanel o ] |
@ B 2 pasa Meublie, yeM B I, uto mospo.smio OGBACHHTD H3-
_BCCTiOC. 13 IKCMCPHMEHTA BHICOKOe 3iauchie BH 1

ALY




{ (>24 kxan/monb) no cpasmeniio ¢ BH T (5,78 Kkaa/Monb).
‘B pamkax Tcopui BO3MylIeHHI pacCuHTanLl 3HeprHi CTa-
/Oninzammn (C) nHPAMHAAJBHON CTPYKTYpH C TeTpasi-

;DH'I. BaJICHTHBLIMH yIJIAMH IO CPABHCHHIO C TIJIOCKOIt CTPYK- !

.Typoii B nH3oaxexTpounoM psiny AH; (A=C-, Si—, N, P,!

{0+, S+). Paccunrannsie -3C  XOpOWIO KOPPEAHPYIOT C |
[OKCMEDHM. H DACCYHTAHHBIMH HEIMMHPHYCCKH |3HAUCHHSMH |

|BH na atome A. AHaJsOriyHHi MOAXOA NMPHMENHM K pac-
'CMOTpeHHI0 n3ri6a B maockoctH coenunennit AH, (A=N-,

'O, F+ i S) i mwmon H.C=A—H = (A=C-, N, 0%); .
{BJHSHHS ulHCa DBaJCHTHBIX 37eKTPONOB 1 WHCeA 3anoie- |

HHag MO ua reomerpuio coennnennit ,una AH; n AH..
‘Ha npumepe psna coemmuennil noxasano, uTo.cOKpalleHie
yria BAB B coennnenusix Tina ABa NpHBOANHT K 3HAUHT.
ToHHKeHnio suepriii HBMO wu, xak cjaeactsie 3TOro, K

yseanuennio BU, uto M naGaoopanoch 3KCMEPHMEHTANBHO. |

OTMeueno, yro paccMaTpHBaeMble B manHoil pagote 3¢- |

(BCKTH pamee © KauecTBEHHO  oGDBACHSMNCH — HM3MEHEHHAM
THOPHAH3ALUUH, uTO B GOJBUNIHCTBE CJAyyaeB NPHBOAMIAO K
TeM ke Bhidogam. Jlannas paGora MOXKeT PaccMaTpHBATh:
¢sl,, Kak oGocuosaniie B pamkaXx Teopun MO onncanns,

Jcnoab3yiouero moHaATHe ruGpuamsaumy. B, PaycTon
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‘W 88: 79437w "The interaction of inversion with othor vibrations
3 in ammonia. Cress, Danicl H,; Quade, C. Richard (Dep. Phys.,
Texas Tech Univ., Lubbock, Tex.). J. Chem. Phys. 1977,

67(12), 5695-701 (Eng). “The inversion energy levels of NHj,

NDs, NHzD, and NHD:z were caled. by using a theory for the

interaction of a large-amplitude internal motion with other

vibrations. A single-parameter potential-ener ry function that is

. the same for all isotopi‘species was used for the ground state of

b the other vibrations, and is given by V(a) = (33,120 cm-1)(a ~

& )2, with r = 1.014 A and «o = 106.78°. The agreement between
caled. and obsd. energies is remarkably good; what has previously

¢£ m been presumed to be n:lepen(lencc of the inversion potential

Tenergy upon _isotopic species can l)e’l‘lCC().lllllL'(l_ for from the
interaction with the other vibrations. The inversion frequencies
of NHa and NDs in the excited states for the other vibrations
were caled. from the introduction of a lnrgemmpll}ude_nmr(h'n‘u(_c _
dependence into the force consts. for the other vibrations, _This
cn{cn. used a 4--parameter model; the results. are us gnu(_], il not

better, than those from th&pﬂg;gwpr madel used_previously

J, B P8 TF g 72
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7 2 =
t///”‘g 89: 33475z A comparison of different approaches to the
calculation of Franck-Condon factors for polyatomic
molecules. Domcke, W.; Cederbaum, L. S.; Kocppel, Hi; Von
Niessen, W. (I'ak. Phys., Univ. Freiburg, Freiburg, Ger.). Mol .
Phys. 1977, 34(6), 1759-70 (Eng). In the calen. of vibrational
intensity distribution in electronic spectra of polyat. mols. it is
advantageous to express the Franck—andon factors in terms of
(P& r=FCH/2  the_gradient of the final state potential energy ‘surface at the
/ equil. geometry of the initial electronic state. The jonization and
excitation of NHj are considered as an illustration. Although the
//' . geometry change is known accurately for NHj, poor Franck-Condon
{ factors are obtained with the customary harmonic method. |
Using anharmenic potential energy functions gives no improvement,
The reason for this failure is discussed. Expanding the final
state potential energy around the initial state oquill geomotey
pives satistactory FPranck-Condon factors aleendy in the lowest !
order of the oxpanaion,

4
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- Dewayp lichmal JeSey I‘orc.
- George P.Ground ststos of moleculom}?
¥ITDO/3 calculations of molecular vibra-
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' 88 82 mux

QO e
~N 0

BUHUTH

T~

839 Buh . .




VUE 197

Cemeoann07r Onoa double minimum vibrational potentinl.
Cayavid, Cart WL (Dep. Chem.,  Univ. Connecticut,  Storrs

L.y, Connh Comput. Chem. 1977, 1(2), 93-4 (Fng). A FORMAC -
W proprn Wis ueed to penerate the matrix elements of a harmonic
P encitiatar p(-nnrlwd by a ("x:mssi:m and the resultant expressions
—y ’La/’ wore validated by comparison with .pvm'll and paper results and
% ? e dinect quantum mech. computations of relevant energy levels
\/ in the Ntloease. e — . :
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9.6742~ .26 51,L
Z:L,Q;h, m) (/L//}L/éjl m&(@)

Straugham Brian P. The effect of elect-
rolytes on the Ramen intensity of the
symmetric bending mode of ammonia in
the liquid phase, "J. Mol. Struct."”,
1997, 37, N 1, 79-83 (aurn,)
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\// 3 17 529.  HM3MeHEHHS MOMEKYJISAPHLIX CBONCTE npu’ uame-
HEHHI reoMeTpHu MoJekyanl. Paspenenue na MIEKTPOHHYIO .
H nueplfyid'”cbéfﬂmmnHC.“G"Qd dard John D, Csiz-
.madia Imre G. Changes in molecular properties with-
changes in molecular geometry:: a partitioning into clec-
’ tronic and nuclear components. «Theor. chim. acta», 1977,

44, Ne 3, 293—303 (anra.) . @ .
. ..+ Meronos MO CCII B pacumipenmoy Gasice crpynmipo-
& 540yw70'5f/4’§nalxxxblx rayccopbix (-t paccuuTano  usmeHenue psiaa
« / _ /7 -ORNOSICKTDOHNBIX CB-B  (ANMDJBNBIX I KBALPYMOALUBLX ;
(-t —pH & momenro; moTeHulATOB Na_aToMaxX M rpammuenToB 3.eKT- |
PHY. TOJIsT) B 3aBICIHMOCTH . OT H3MelCiis TEOMETPHH  npy
HUBCPCHIL_B_MOJCKYJIC AMMIAKA I BHYTpeHHEM Bpatcuu
4 B MoJieKysie sTana. [lns KaXcaoro cs-Ba BhigeseH BKJIafbl
SJICKTPONNOIl 1 siAepHoil cocraBasiomuix. B GoJblHECTRe -
‘CyuacBs STH ABE COCTABJSIOLING NMPH H3MEHEHMH reoMerpun
Mensloress B nporusodase.  IToxasano, uto B H3MCHCHHsX

i
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i MYALTHNONLHBIX MOMCHTOB TPIf uuBepcH B OTAHUMC OT;
'BIfyTPCHHErO BPALUCHIS JOMUIHPYIOUUIM sBJsieTcsl SLCPHbIIT
pKaa, Vaerichie MoTeHuHaja Ha TAKEIOM atome (N nmt
C)".B o6oHX chyyasx. Onpeaensercsi 3JCKTPOHHBIM (aKTO-
ipOM, TOTAA KaK JJIs1 aTOMOB H cymectsyer pasmiuie: B
, aMMHaKe LOMHHHpYeT SULCpHBIt BKAAJ, a B dTaHe — SJCKT-.
» pounbiit.’ MameneHue 5JICKTPOHHON M sAEpHOil  COCTABJAl-,
_JOIHX TpajgHeHTa SJACKTPHY. MO MPH HHBepCHil- aMMHAaKa
NPOHCXONHT B OAMHaKopoil ¢ase, uTo nc;\ 1103BOJISIET BbIAC--

JMHTh IOMHHHDPYIOWIHHA BRJIAL. . B. AGpaMcHKOB:
, PYIOIAnS - AN

P




L/, /2 " 83J191. 3amcuanne o BAMSHHN TDYNIHPOBKH GasucHo-

ro na6opa Ha opHo3anekTpoHHble cBoiicTBa. Goddard

John D, Csizmadia G. A note on basis set cont/.

raction cifects on one-electron properties. «J. Chem.

Phys.», 1977, 67, Ne 3, 1281—1282 (anra.) 3

C ueabio HCCACTOBAHMS BJHSHUSI CPYNNHPOBKH  (a3iCHOTO

M ¢ Koy HaGopa Ma pesyJbTaTbl pacucTa OJHOIJICKTPOHHLIX CBONCTB
. MOJIeKya nposefennt gpacyetsl NHy neamnupmu. meromom

- CCIT MO JIKAO B GadmceTayccostkux ¢-uuit 9s5p/ds, a

TakxKe B 3TOM ke Gasuce, CrpynnupoBanuoM B 3s2p/2s,
4s52p/2s, 4s3p/2s, 4s3p/3s, 5s3p/3s. Ucnoab3opanmt ¢bukcu-
poBanuas skcnepum. reomerpusi. OGnapyxeno, uto rpyn-
nupoBKa Gasica MaJlo BAHSICT HA FOJHYIO SHEPrHIO (Mak-
cuM. pasamune B noaunx sueprusix 0,0034 ar. en.). Uyrs
Gosee UyBCTBHTC/ABHLI K 0aslCy MOMEHTH 3apsiioBoro
pacnpenenenust (pa3bpoc suaueHmil JHMNOJLHOrO MoMelTa
10,0596 _en. JleGas, xBaapynoavuoro_0,0480 ar. ex). Ma-

-

b LIFE




N0uyBCTBUTEABIN K- Gasucy moJible foTeniansl Ha fAL-
pax (0,007 u 0,0016 aT. ex. Aast NuH COOTBCTCTBEHIO), .
cepuueckue KBajpaTHuHbIC MomenTsl <r?> u cpene:
JmaMarg., BOCTPHHMYHBOCTIL YMepeniio CHJbilylo 3aBHCH-
MocTb OT Gasiica OGHAPYXKHBAIOT  MOJIILIE: rpajHenTsl
37eKTpHY, M0 1 KOUCTANTHI KBaJPyMOJIbIIOro B3aUMO- .
nefictBust (nanGonee CrpynnHpoBauHELil Gasuc naer 95,1%
BeJMUMHLI, MOJydeuloit ¢ nccrpynnnpon,annbm). Cuablio
3aBucsT OT 6a3Hca KOMIIOHEHTBI SJCKTPHY. monst @i CHAB:
Tennvana—®eitumana (pasmiuns B 2 pasa).

B. J1. JleGenen ;
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o . _ 22B166) onpexencuiio 1010 CHitg . Hi3uwero  po3-
¥ : GyJ:mel_moro TpinaeTnoro coctosmg aMMBaka. Johp son
Kenneth | + Lipsky Sanp ford. op the - Ioc‘ati_on
of the ‘lowest triplet excitation ip ‘ammonia, <] "Chem,

LA Phys.», 1977, 66, ng 10, 4719—479¢ (anrm) N
. HMayuenn CMCKTPLL  3nepreryy, - norepp INCKTPOITpg
T ==20—50 3p), TPOXOASIMHX yepey Tas. ammag, y Npoge-

5 ACHO cpaBuenie KPHBEIX, nonyfg‘c‘qxgptf npy _YIVIaX--HaG o
) e R _ === 5
‘nennst 0 i 90°, OGeyuxmaetes npipoxa naGmogacapry ne- ¥

= - i
CUHs ﬂO.’Iy'{EHHbL\ JaHHbIX . Cc AH.\IQB-_ 3
CX0I0B 1 ﬂpOTIlBOp :
R - ~——JL._B." CeneGperiton
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1977

J//}y\z 87: 31611a On_ the location of the lowest triplet excitation
in ammonia, Johnson, Kenneth E.; Lipsky, Sanford (Dep.

Chem., Univ. Minnesota, Minneapolis, Minn.). J. Chem. Phys.

" 1977,  66(10), 4719-20 (Eng). Electron impact energy-loss
spectra of NHs at scattering angles 0 = 0 and 90° were compared

for E = 20-50 eV to seck further evidence for the transition

obsd. by R. N. Compton et al. (1969) and tetatively assigned as a

d; ‘triplet.” For 0 = 0° there appears to be a very weak and broad
CH 7eCChzr —. transition ;n AE = 4.4 e(\]’, z_\llcaturle lhz(llt has been obsd. in

- _ background spectra run under identical conditions. A sub i
Ve 27/ LU el of th&a background from the spectrum gives a flat base lilsn:;l.mlf‘%:
i/ AE $ 5.5 eV, th7re is(n-lo;tn{;\sili(;n wi}&h cx‘ossl section exceeding -

~0.01 that at AE = 6.43 ¢V under the exptl. conditio

/7[4657{/{0/ + For 0 = 90°, the increased width at low AE may be dugst(l)lsf}?e'
presence of the transition to the 3s Rydberg tripret, enhanced at

90° by virtue of the angular dependence of the exchap

amplitude at small E. From the max. of the difference spectruﬁ,e

this triplet is estd. to be at AE ~ 59 ¢V. A singlet-triplet gap

Est = 2 eV (if the triplet were located at 4.4 eV), appears logl'
distinctly_outside of the reasonable range. D

(i (97F B n Y

e —_—
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i \ 10 1424. O nONOXKEeHHH HIDKHEro TPHMJETHOro ypoB-
ns B ammuake. Johnson Kenneth E, Lipsky
Sanford. On the location of the lowest triplet exci-
tation of the lowest triplet excitation in ammonia. «J.
. bChcm. Phys.», 1977, 66, Ne 10, 4719—4720 (aura.)
l.é:- (;’{/ Hceacaosanbt cnekTpsl aaektponnsix noteps NHy npu
aueprusx 3’1ekrponon 20—>50 3B M yraax pacceHHHT 0=
=0° 1 0,=90°. YCTaHOBJEHO, WUTO \IOTOJHHTEJNbHOE YIUu-
penie noaockl A<—X ¢ MaKCHMyMOM B obaacti 6,4 3n B
crnexkTpe ¢ 04=90° cBfi3aHO C CYyllleCTBOBaHHEM MAI0HH-~
TCHCHBHOTO TPHIJIETHOrO COCTOSIHHS C 3Hcprueit 59 3g.
Suauenne 3NUCPTHH CHHTJCT-TPHIVICTHOTO mnepexona Esp=
=0,5 3B XOpOLIO COTIAacyeTcst € J@HHBIMI  He3IMmupiw,
pacuctos. BuGa. 18. 10. B. 4.

o 19 S 1Y ® o



N
o,

g

Clegrsztt il jny 73

. 88: 13729m Infrared spcctrum and structure of an ammo=
nia-carbon dioxide complex. A comparison between ab

FT

“initio MO calculations and matrix isolation results. Jonsson,

B.; Nelander, B.. (Div. Phys. Chem., Chem. Cent,, Lund,

. Swed.). Chem. Phys. 1977, 25(2), 263-9 (Eng). Ab initio SCF

W ~0,

Gt ga;zm'r/i, -

calcns. on NHa, CO: and an NH3-CO2 complex were carried out,
The Tesulis were used to calc. ]()rce consts, matrixes for free and
complexed NHs and a potential energy surface for the sym.
vibrations of free and complexed CO2. The coupling between the
bending vibration of CO2 and the umbrella vibration of NHj was
studicct- The_ calens. were compared with exptl. results from g
matrix isolation study of the NH3-COz complex.

@ & O
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‘COMOCTABJICHDLI € H3MEPeHHBIMI B MaTpHi

Craomectn SPg3 (P

3 128.  Hudpakpacubiit CNEeKTP M CTPYXTypa Komnm-
IEKCA  AMMHAK—/BYOKHCL yrjepopa. CpaBHenne peaynb-
TATOB HeaMnupHuecKoro pacuera Mertogom MO ¢ HK-
CMEKTpOM B MarpuuHoii u3onsunn. Jonsson B, Ne-
Lander B. Lafrared spectoum . and. stencure of an am.
monia—carbon dioxide complex. A comparison between
ab initio MO calculations and matrix isolation results.
«Chem. Phys.», 1977, 25, Ne 2, 263—269 (anra)

Hesymipuuecknm merorom CCIT MO JIKAO BHINOIHeH
pacyeT MOJHOIT SHEPTHH, TeoMeTpiy. TIaPaMeTPOB, CHAOBLIY
TIOCTOANILIX 1l HaCTOT KoJseGamiit Moaekyn NH, CO, n
xommaexca NHs..COsz a  rakke  smeprim 00pa3osanig
KoMmIeKca. Boiuncaennsie 3wavenns  wacror KoJeGamnij
aX aprosa i -aso-
Ta. Pacuer aaer NMPABHJBLHYIO BEAHYHIY paclienseng Yac-
TOTH AeOpMALl. KoneGamuii Mo’dekyant 2 TIPH Kowmn-
ackcooGpasosanni. OfHAKO BHUNCACHHLIE BeNHYHHEL cqpy-
1 HacTOT CHMMCTPHUHLIX KOMeGaHmii ‘v, y V2 Modexvnwm.




Nl emrmece szp3 T

7b5146. -Hudpaxpacuuiit cnektp n crpoeHue’ KoMnex-:

€a AMMHAKa C JABYOKHCbIO yraepopa. CpabHeHue AaHHBIX,-

MONYYEHHBIX NMPH M3OJSUHH B MATPHUAX, C pacyeTaMu Mo-

JIeKyasipHbIX opGuTaneit Mctomom ab initio. Jonsson B.,

Nelander B. Infrared spectrum and structure of an

ammonia — carbon dioxide complex. A comparison bet-

ween ab initio MO calculations and matrix isolation re-
s - sults. «Chem, Phys.», 1977, 25, Ne 2, 263—269 (aura)

7 Iposencsl pacuerst- Metoaom av initio MO CCIT wmo--

sekya NHy (1), CO; (1) w_xommnekca NHj-CO, (.

Ionyueitiibie pe3y/bTaThl 1CMOJL3OBAHBL AASL pacyeta cip.’

JIOBBIX NMOCTOSIHHBIX CBOGOAHOTO It CBSI3amioro I j nosepx-

HOCTH MOTCHUNANBHON SHCPTHH A7 CHMM. BAJ. KO, cRo-

Goxmoro 1 caasannoro Il O6cyxaen BONpoc o B3ammo-

peitcraiit B mMonekyae HI ged. kox I n cum. pe . KOJI.

I. TTonyyennsle RaHHBIC CONOCTABJEHH! ¢ BCJIHYHHAMH, Bh-

B YHCACHHBIMH H3 KO/eGaTe/bibix cnektpos I—III p MarpH-

max mpH HIHKIX TeMmepatypax. ;

— T e L ' B'
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g//'///‘3 }3}|2 1440, © CyGMUATHMETPOBHI “BPAULATENbHO-HHBEPCHOK-

upiit nepexon J=1<0 AK=0 mexkny “NH; n NH; B co-
_GTOSIHMH V. Karyakin E. N, Kropnov A. F, Pa-
pousek D, Shohurin Ju. M, Urban S. Sub-milli-
meter-wave rotation-inversion transition J=1+«-0, AK=0"
¢ , of “NH; and NH; in the v state. «J. Mol. Spectrosc.»,
i 1977, 66, Ne 1, 171—173 (anra.) '

: . Coobuaercst 0 TPIMOM Ha6aoaeHiH CyOMHIIHMETPOBOro
g‘:_fgm £d * nepexoia J=1<0, AK=0, K=0 B rasc aMMHaxa, cojiep-
g, % el camem 129% 'SNHa. MamepenHsi NPOBOJHJHCH Ha CYOMM.I--
3 JIHMeTPOBOM CrieKTpOMETpe €O CTaGHIHPOBAHHOI Jammoif
/Zg e}{ﬁ .- o6paTHOil BOJHBI H AKyCTi. npuemunkoM. Ilpeasapuresn-
Hble HCCJe10BaNisl MOKa3ami aHoManbHo 60JblIYIO 32BlCH-
\OCTb LEHTPOB Jifniil OT IaBJeHHs rasa. W3 n3mepenuit
4acTOTH Vaxen H TOJYLIHPHILI (Av) 1/ minnH, oGycnoBJeH-
HOit yAapubiM H JOTIEPOBCKHM YUIHDEHHSIMH, NOJYYEHO, UTO-
CABHT LEHTpa JHHHH ABASIeTCS JHHEHHON d-1Hel gaBaeHiis.
UactoTsl NEPEX010B, ONMpeAeeHHbie JIHHEHHON 3KCTpanoas-
et K 1yJeBOMY JaBJICHHIO, HAXOLATCA B XopouleMm CcooT-

perctaii ¢ WK-H3MepeHHSMIt BLICOKOrO paspeureis.

% V4 22 e _~ B. B. Crporoion._
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24 5268. Cyﬁﬂiunmme'rponuﬁ’ ‘BpallaTeabHO-HHBEP-’

cuonublit nepexon J=1<«0, K=0 “NH; u INH; B v,
cocroaund. Karyakin E. N, Krupnov A. F, Pa-
pousek D; Shchurin Ju. M, Urban S. Sub-milli-
meter-wave rotation-inversion transition J=1<0, AK=0
of “NH; and NH; in the v, state. «J. Mol. Spectrosc.»,
1977, 66, Ne -1, 171—173 (aura.) .
BHoMeHo NpsiMoe H3MepeHHe CyGMH/ITHMETPOBOrO Bpa-
marenbuo-mmefcnormoro, nepexoga J=1<«0, AK=0
UNH; (I) 1 “NHyll) B 8030yxaeuinoMm KosieGaTelbHom

- CcOCTOSHHH V. TlpelB. H3MepeHHs TIOKAa3aldH  aHOMAaJbHO

GOIbLIYI0 3aBHCHMOCTDb TIONOXKEHHS! UeHTpa JIMHHI OT naB-
senns NHa. ITo JuHeiHO 3aBHCHMOCTH BeJTHYHHBI CABHra
yaCTOTHl LEHTPA JHHHH OT TNOJYUIHDHHB JIHHHH TDH H3-
MeHeHHH JABICHHS ONpEieJeHBl YacTOTHl JINHHIL TIPH HyJe-
pom nmapaennn. Jas mepexoia J=1<«0, AK=0 I u I,

COOTB, uACTOTH paBHh: 466245,1+0,1 u 4300383+
+02 Mru. . ... ' C. H. Mypaun

2797 LY
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high_resoln. IR measurements.

ermrmees I IYY 797%
X~ po65-

S§7: 602490 Sub-millimeter-wave rotation-inversion trans

sition J = 1 <70, AK = 0 of ammonia (nitrogen-14 and -15)
in the r2 state. Karvakin, BN Krupnov, AL Papousek, D
Shehurin, Yu. M. Urban, 8. (Radiophys, Res, Inst,, Gorhiy,
USSR). . Mol. Spectrose. 1977, 66(1), 171-3 (Bne),
A direct sub-mm ‘wave observation is reported of the J = 1:- -P-o
AK = 0 transition in the v2 state of NHa gas contg, 12% BN,
Preliminary measurements showed an anomalously large dl‘Pi‘.n\lﬁ';ic.:
of the line centers on the pressure of the Nﬂ:‘_,. o, The
transition frequencies were obtained at zero pressur
with the predicted values to within the precision” v i
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90 B1432. PoTOANCCOUHAUNS _aMMHaKa B cuéTeme 1O~

* Joc morJouenis A<X. Yacts 1. JciiTepHenble H30TOMHBIC ;
"aqnbexrm 5. oTopuccOLHALIH. Koda S, Back R Ay
The photodiss}ociation of ammonia in the A<X absorpti-

/on system. Part L. Deuterium isotope effects in the pho-

?994%0 ~ | todissociation. :{)Can. 31 Chom», 1077, 55, Ne 8,1380—1386"
Lty O] (awra;. pes. pamiL.) - - ) ) o
ﬁ‘/"o{/""/l & .1_’13)"!3.71“'1!30T0m{bll'l cocTaB BOAOPOAA, o6pasy;omemc'ﬂ
“npn ¢oroase cMeceit NH,+ND; pasauiioro cocrasa npit

‘ paBlL 50—400. MM B npHCYTCTBHH nponana, siBJSIOUIErocs

. AKILeNTOpPOM AaTOMOD H nm D (p-uust H+CaHg—>Ho+ 1

: L £ CaH7). doToNH3 NPOH3IBOAMIM MOHOXpOMATI. ~ CBETOM
(2144, 9139, 20621 18§0A) yeTHIPEX JIaMI B 1-it moJaoce”

iy o /??;Z poraouLCH NH, A<X (2200—1700A). B omix cMecax
; raxme NHD 1 ND.H, comepskannst K-phX BE-.

jmeioTes )
/47/ qucasan Ha ocHoBamiti H3DCCTHLIX 13 JHT-pBl KOHCTANT
(jZ(] -panuonccuﬂ H30TOTHOrO nemepononoponnoro o6mena: Tlo--

'xazatio, uTO F7aBHBIM TIEPB. TPOLECCOM (pOTOAHCCOLMIANI -
; , 4

o

e




Mgt Subaned e ——

i (®I) smasercs mporece Tina NHa+hv=-NH,+H, fiporic- |
I XOAAUNIl € KBaHT, BLIXOZAOM p=1. pag NH;, NH;D, ND,H
f i .ND;- HesasHeumo or H30TONHOro cocruaa-nlonexyn.”l'lpq-
¢ HecC oTwlenyieHus Mojekyas D, of ND; - npoucxomur . ¢
I

»<<0,003 1" ~0,009 npu 2139 1 1849A coots, - Onpegenent
¢ BHYTPHMOJIEK. u30TOMHEe -3dibeKTr, (U3) (orsomenns pe-
! posTHocTefi oTmennenns H g D) B neps. npouecce ol
i NH;D 1 ND.H. [Ipn  meficTBun” cpera 2062 u 1850 A,
! COOTB-LIEro” BO3GYMAEHNIO - KoeBaTebHbx ypoBHell uy'=3
| 1 9—10 A-cocrosnun U3, umcer o6bunylo Bennunny 1,9—
{ 3,2, xapakTepuyio s HEepB. KilHeTHueckoro I3, (gzmaxo
}-npn AefictBiu cseta 2144 § 21394, yro CoOTBETCTBYeT
| BoaOyxxmenmo A-cocrosmms ¢ KONe6aTebHLMHE  YPOBHAMHI
} U'=0,1, I3 cranosurcst amoMadbio Goabum - (8—10 u
: 6onbwe).- Ilpn atix. gamxax  -soun *-CNEKTP  MOIJIOUleHNSt
i ND3 oGHapysusaer BPAILATEbIYIO CTPYKTYPY, YKa3KBalo-
| IyI0 Ha Goabizoe BpeMs KH3HH DBO36GYKACHHOrO COCTOSI-
‘us, Boabwoft M3 o6wbacien _TYHHEJBHBIM  MexaHn3MoM
| Ipolleccca NMpegHCCoMnaNiy [pH MaJjux 3Hepruax xonaeGa-
TeIBHOro BO36ymaenns. Stor KD BPSA Ji M. 6. HCOOJb- -
‘30BaH [21A. pa3nenenns -n3otonos H n D NYTEM CCJEKTHD-
noit” @I NH,D, conepxamerocst B koJa-pe ~0,03% B am-
MIake C NPHPOAUEIM ~N3OTONHEIM COCTABOM, BCJAENCTBHE
NepeKpLHIBANNS CNeKTPOB / HOrAOLIe IS NH; u*NH:D, B pe- |

Naynb"]‘a're 1(-]501'0 CEJIEKTHBHOCTh  NOIJIOUIEHHA CBera B .

]
3KkBHMOAEK, cMecHt NHy 11 NH;D ne npepsunaer 10, Ox- |
Hako Goxviwoft 3 npn doromnse M. 6. wcnosvaoban pas i
yaanenus npumecn NHD; na NDs, ecanr taxas sagaua’ Bos- ‘
HHKHEeT, * - C ’ B. E. Cxypar :
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" 88: 12140a Tonization of ammonia and deuterated ammonia

_ by electron impact threshold up to 180 eV.: Maerk, T. Dy
_Egger," F.;. Cheret, M. - (Inst.- Atomphys., “Univ. Innsbruck,

Innsbruck, - Austria). - J. Chem. Phys. - 1977, 67(8), 3795-802
(Eng).- ‘Electron impact ionization was studied in NHs and in a
mixt. of NHa and NDj3 as a function of electron energy up to 180
eV with a double focusing mass spectrometer. = Abs. partial
jonization cross section functions were obtained in NHj for the
prodn. of NHat, NHz+, NH+, N2+, H+, and NHa*+ by norinalization

* against the "Ar ionization cross section. ~The ions NHa*+ and

N++, produced by the process NHi + e, were found for the’first
time, and an est. of the ionization cross section is given. From

"the measured partial ionization cross section functions the tota}

jonization cross section function of NH3 was deduced. In addy,
it has been possible to measure the ratio of the partial crogs
section for double and single ionization of the parent jons ND,H
and NDj as a function of electron energy. The ionization crogs
section results obtained are compared with previous detns, where
available and with a recent semiempirical_total ionization crog

o A I LLAZ




section calen. by Jain and Khare. From nth root extrapolation :
the following ionization and appearance potentials have been !
derived from the low energy cross section function: LP. (NHg*/NHy)
= 104 + 0.1 eV; A.P. (NH2*/NH3) = 165 + 0.2 eV; AP,
(NH*/NHj) =22.9 + 0.5 and 27.2 £ 0.5 eV;'A.P. (N*+/NH,) = |
295+ 0.5 eV; A.P. (Hz*/NHs) = 14.8 £ 0.2 eV; A.P. (H+/NHj) ;
=230 £ 0.2, 27.7 £ 0.5, and '30.6 £ 0.5 eV; LP. (ND2H+/ND:H) /
= 105 £ 0.1 eV; LP. (NDs*/NDs)-=:10.7 £ 0.1 eV; LP.

(NHs*+/NH3) = 34.4 0.2 eV; LP. (NDHat+/NDHa) = 346 % |
1.0 eV; LP, (ND;H++/ND2H) =.34.6' £ 0.5 eV; and LP.:
(NDs*+/ND3) = 34.6 + 0.5 eV. For the doubl( ionized parent
mols. a square law has been found from threshold up to some 2|
eV above onset. ' The ionization and ‘appearance potentials
2})l{llmlcld are ‘also compared with such earlier ‘results as are!
vailable, " . J g R X g oLh : !
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.+ 9B75, MIoHusSAUMST I I ACNTEpHPOBANTIOr A= —
MHAKZ IJCKTPOHHBLIM YAAPOM C "SHeprieii OT nopora -noi/

180 sn. Mark T.D,, Egger F., Cheret M, lonization%

of ammonia. and ‘deuterated ammonia by electron impact}

T4
i+ from threshold up to 180. eV. «J. Chem. Phys.», 1977, 67,1 /

Ne 8,7 3795—3802 (anra.) o ] _ o
* C nomouipio. Macc-ciekTpoMeTpa ¢ Apofinoft dokycupos-!
! Koil n3aMepena 3aBHCHMOCTb OT sHeprim -3JexTponos E-abe.l
‘Mapuiadpunix cevennil nonmsamnn NHp (1) 3ne1crponnmm}
yaapom ¢ oGpazosanneM ‘NHa*+ (n=0—-3), Hp*, H+ o
NHy?t+. Ilpusepenne k. alc. mKaje OCYWECTBANIOCH NyTEM!
HOPMHPOBKH 1 ceuelliie HOHH3alumil aprona. Ms napunam,'-f
, ‘HHX cedeHmit momusaw I onpenernena 3asucumocts mos-
HOro .ceyeHHsr Houmsaunn ot E.,Ilamepena raxime 3apnci-:
- MOCTb OTHOMICHHI] NapUHAJLHEIX. ceuenitli 06pasoBanus: oA-;
HOKDATHO "3APSUKCHULIX 1IOHOB 'K NapUHAJBULIN CCYCHHSM]
06pa3onaiua ABYKPATHO -3apPSMCHILIX 1IOHOB. AJIS MOJEKYJI'
NDH (I) 1 :ND; (Ill). M3 nonyuennmx sxcnepm. pe-}
synbtaTos onpepenensl- Ilt nommsawnn (TIH) n Mt mo-;
¢ apnenns  ([I1) pasmunmx sonos: aas IIH 1, nonyweno
» snavenie ' 10,40,1 ap, aas TIIT_NHz+ na I .npnin=3—0,
lccum].' 16,540,2, 22,9:+0,2, 29,50,6; ans I Hy+ 3 H+
yu3 L.coors. 14,8:0,2 n 23,040,2; aas TIM 11710,5+0,1, ’
tpaa. OM T -10,7£0,1; nna T NHe?+ 34,4+0,2, ny_,
l!NDH22+, ND2H2+ I ND32+ 3415i015_1- s E}- HHKOHQCB e




‘/// / - 727
/J i | 60339, Monnsauus ~ammmuaka u AeiTepPHPOBANHOTO-

MMHAKa 3JEKTPOHHBLIM yHapoM or nopora po 180 9s.
dark T. D, Egger F.,, Cheret M. Ionization of
monia and deuterated . ammonia by electron impact -
m_threshold up to 180 eV. «J. Chem. Phys.», 1977,

67, Ne 8, 3795—3802 (anru.) :

i C moMoWPbI0 CABOCHHOTO MAacC-CMEKTPOMETPa B AHana-.
< - 30He JJICKTPOHHBIX' 3HEpruii or mopora o 180 38" maye-
) peHbl TIOAHbIe aGC. ceyeHusi OGPa3OBAHHS DPA3MHUHBIX Ho-

* HOB-()parMeHTOB MpH HOWHM3AUMH Mojekyn = NH, x ND;

9/JIeKTPOHHBIM yaapoMm. Omnpeaenensl Takke TOTeHINA K

3 *JHOHH3ALIN 1 NOTEHUNAN TOSBJCHHs HONOB. Tak, meppie-
‘ A:oreuuuanu uonnsauun NHi, ND,H, ND, COOTBeTCTRey-
wo pasist 104%0,1; I05:0,10,7E0 9. Bropye

moTeHUNaNbl HOHH3aLMH (A1 o6pa3oBaHus ABYXKpar-

HBIX HOHOB) cooTBercTBenno 34,44-0,2; 34,6£0,5; 346+

+0,5 9B. TloTenunanst mossaenns _,n_q_uoa-.cbpamen‘n;;

_ © NHp*, NH*, N¥, Ho+, H¥Wpiiiionnsaunn NH, C00T-
@ 7 gereridio 165502 229505,  20510,5  14840h
. ;:‘23:0!2. ’38. » "=,

e " B.'®. Topauey
2, 10558 75 (WHL AN T TTTTaR) )
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Y\ 9 11547.7. HccaenoBanne CTOJKHOBHTEIbHOI peakcauuu

€TO0M [ABOIiHOTO pe30HaHCca C HCMOJb30BAHHEM coana’ne-,

fius wactor amnun voR(2,0) SNH; u R (42)-nuuuit COo-na-
sepa. Morita Norio, Kano Satoru,.” Ueda
Yoshifumi, Shimizu Tadao. Double ‘resonance
study of collisional. relaxation ‘on the frequency coinci-
-dence between the v,R(2,0) line of NH; and the R(42)
line of CO; laser. «J. Chem. Phys.», 1977, 66, Ne 5,

2962228 (anr..) ‘ : i

MeTo0M ABOIHOrO PafHOONTHY. PC30HANCA HCCACAOBAHB

DOnpoucccsl  cTOAKHOBNTEAbHON _pejakcauu B MoJekyace

f&t‘%&az

T ————
15NH,. Onriu.” n3aytcuie (HeupepbiBHbIT I “HMITYJIbCHBIN
CO,-nasepsl, JinHs R(42)) Bo30yiKaaso - nepexon (Va=0,

* j=92, K=0—V,=1, J=3," K=0), norsiouenue MiKpoBoan.

H3JYy4YCHHS ‘H3MepsJoch Ha HCCKOJIBKHX HMHBEPCHOHHBIX TIE-.

pexoaax MoJeKyJ 15NH; 1 “NH; B 3aBHCHMOCTH OT pap-
Jemns rasa. OOuapyiKeilbl TPH BHAA. CHTHAJOB pC30HaHca
B 3aBHCHMOCTIl OT THNA CHMMETPHH HCCICAYEMBIX COCTOA-
ynit. [IpenBapuTC/bHas HHTCPNPETAUMS MOAYHCHHEIX pe-

3yJbTATOB MpoBeicHa HQ OCHOBC MNpaBitl ort6opa paq

CTOJIKHOBHTEJILHOI _ petakeawut. " X.'B

#/IF w9 o . N

7977
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2 J1386.  Onpeneaenue aaekTpiueckoro AHTOILHOTO MO-
©~ita N'®H; B.KoaeGatenbom cocTosHuK V2 v ABOIHOMY
‘- ;pesonancy. Orr B. J, Oka Takeshi. Determina-

“iion of clectric dipole moment for the Ve vibrational .
4 state of '®NHj by infrared-infrared double . resonances,

’ © «J. Mol. Spectrosc.», 1977, 66, Ne 2, 302—313 (anra.)

.‘/ZL «C noMOwBbIO TexHHKI IBOITHOTro HMK-pesonanca na Goko-

S BLIX X sasepa COp, Bo3uHKalowWHX npy 3JeKTpoon-
i, Moy s paguouacroroil, usyuen sdoexr lItapka
© 2 nopsaxa aas mepexoga- v, J, K (0,3,0s-<—0,2,0a)_ Tpe-

HMYUICCTBA METOAA " mepel OGBIYHON TeXHIKOl sbdexra
lImapka 3aKaI0MaIOTCSI B BO3MOZKHOCTII H3Mepenis qunop.-
HOr0 MOMEHTa  MOJICKYJIBl B .OCHOBHOM Ji BO30Y K/ 1CHHOM
KOJIe6ATEJIbHBIX | _c,ocronm%-\tonexmbr. -H@IO0CTaTOK — Tpe- |

N Y

NS




Gopaiiiie TOUHOro copnajens 4acror ‘nasepa W jiccaenye-
MOTO Koneémcnmxo-’npamarenbnoro nepexosad. Onpeaeacibl
HMOJbHEIC IMOMCHTBL NISH, B cocTomiHax ociioyoM H
vp=1, n3mepenbl \mneucmmxocm'xo.\mouem M-pacuienie-
- pus 1 (hopMa X KOHTYDOB, czoGoutx OT 011ePOBCKOTO
| yuipeHss. 3iauTeabuoc HaMenenic JLITOABHOTO MoMeHTa
.cpsizano C BO3MOKHOCTHIO ‘HipepcHit MOJIEKY bl Waweper-
jibie JTCHCHBIOCTI B mpeacaax TouHOCTHl 0lTa cormacy-
__‘:f\’r-'clg_pe;«yabrgj_agg |_pacycra._ n6a. 23.. - M. Toukos

-
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87: 93036a Determination of electric dipole moment for
the v2 vibrational state of ammonia (nitrogen-15) by
infrared-infrared double resonances. Orr, B. J; Oka,
Takeshi (Herzberg Inst. Astrophys., Natl. Res. Counc. Canada,
Ottawa, Ont.). J. Mol. Spectrosc. 1977, 66(2), 302-13 (Eng).
An IR-IR double-resonance technique, employing the sidebands
produced by electro-optic amplitude modulation of a single-frequency
(0. laser, is used to observe the 2nd-order Stark effect of the v
as R(2, 0) transition of 1"NHs. The technique enables the Stark
shifts in ground and vibrationally excited states to be obsd. sep.
and vields the elec. dipole moments: u(v: = 1) = 1.253 + 0.00:3’1’;
ulv = 0) = 1469 £ 0.004 1. The relative intensity distribution
linewidths, and line shapes of features in the double-resonance
Stark spectra are also exan.\d. :
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kW~ /9587 797

.,/)/‘/%\5 20 B310. - KoseGartensuas 3aBHcHMOCTD CEEePXTOHKOI |
KBAJAPYNOJIBHOIT KoHcTanTsl pas “NH,, Habmopaemas - Me- -
TOAOM CNEKTPOCKOMHH Hachiwenust noraomenns. Ouhay -
oun M, Bordeé¢ C. J, Bordé J. Vibrational depen-
dence of the hyperfine quadrupole constant -in “NH; ob-
served by saturated absorption' ~ spectroscopy.  «Mol.
Phys.», 1977, 33, Ne 2, 597—600 . (anrx.) : .
. Hdna moackyast “NH; merogom ABYXYaCTOTHOIT- Jasep- |
0%5 7,( HOIT CICKTPOCKOMMII NACHIUEHHS, C HCHOJBL3OBaHHeM 2 aa- .
sepop Ha NOz 1 _amuun usmywenns P(13), HCCNIeI0BaHa
/'p/.//ﬁ’[}/)" kBaxpynoablias CTC koMmoHenT nepexoga aSQ (8,7) no-
.., 'mochl vy Ilonyueno moaTBep:kaenie KomeGatenniiof 3aBH-
,7/’ a,y 'A"'-cmiocm KOHCTaHTHl  -KBAAPYMONBHOrO  B3aHMOZENCTBIs
eqQ. OnpeaeneHa pasuocTb MCXKAY 3HAUCHHAMH 5TOf KO-
/fé"}( Er CTaNTBl JUIS BEPXNCTO I MIIHCTO  yposuei §(eqQ)=
=—350 KriL. : _JL._A. Kopurko

o il
e [T i




monekyne ammuaka. Radzio E. Theoretical studies of
inversion in ammonia molecule. «Acta.phys. pol.», 1977,
- - A51, Ne 4, 601—608 (anra.) o
s Metogom CCIT MO JIKAO B Gasmuce. JICNeCTKOBBHIX-
rayccoBckix ¢-uuit 6s3p/3s paccunTanel INOTCHUMAJblblE
KpHBBIC HHBCPCHH B MOJIEKYJe aMMHAKa H B JHHCHHOM

/Z 7/%”“ (aToM H JsexuT Ha NpsMoil, coeauusioumeit aToMbt N) H
J5 Zaﬂ%{/

7 Wz
O/ /7/;5 LULIS0. TeopeTHueckme HccaenOBANMS MHBEPCHH B

pasasoennoM ~(aToMpl N -JexaT na ocu 3-ro mopsaka)

AuMepax aMMiaxa. B . pacueTax MOJICKYJAL Nposeaena

K[)--,. ‘yacTiuHas onNTHMI3auus reoMerpimi. Haitaeno, ‘uto nau-
Zere /C“:f Gonee CTaGuAbNAsT KOH(OPMAWs - 06AANACT CHMMCTpHeit
iz jZ{ (£f 40+ Cso. Pacuest AuMepOB NMOKa3auH, uTo HanlGosce CTa0HIb-
: - HBIM SIBJISICTCSl JIHHCINBIT AHMep C Aaunoir cBssan N—N
V@W‘ ./ ~ 575 at. el B mHeiinoyM AHMepe - HHBEPCHA B Mouekyie
avMHaka, sasasioulefics AOHOPOM nporona, HanboJee npex-

nouTHTC/bHA. VIHBEpCHs B aKUENTOpe NPOTOHA HeBBIroxHa

u3-3a Goapwioii Benuuuibl Gapbepa. B pasapoennom pgu-

sepe MHBEPCHs Kak OXHOM TaK I ABYX MOJCKYJ aMMHaka
%. //7;;4 ouelib 3aTpyaicHa. ITonyuenible pesyabTaTH corjlacyiores
¢ 9KCMepHM. JAHMBIMH. ____._ . B._A. Kopcynon
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14'B34.  Husxoaemaugie cocTosiinsi aMMHaKa;  Hccle-
noBains 0GOGUICHHBIN MCTOJOM BAJICHTHBIX - CXCM C.yte-
TOM KOH(HrypauHouuoro paaumoneiictBust. Rianda
Ronald, Fruecholz Robert P, Goddard

, Wwilliam A, 111 The low lying: states of ammonia; -
b generalized valence bond and configuration interaction
i — Studies. «Chem. Phys.», 1977, 19, Ne 2, 131—136 (anra.)
fﬂ.’/m OGOGUICHILIM ‘MCTO/IOM BAJICHTHLIX -CXCM C YYCTOM KOH-
. urypail. DB3AUMOACHCTHIS M3YuCHHl HI3KOJCIKAWIC BO3-
W GysACHIIEe COCTORMI MOMCKY.TLI NHi. Pacuernt nposoin-
7 2 glic, mpH 3KCICPIHM. papuosccttoft reoverpuir. Basuce co-
~roan u3 T 9s5p/4s2p ua atome N nt 4s/2s na atome H
Wm ¢ 1006aBJCHHCM 1A aToMC -N moasipizan. d-pyukunit. u na-
Gopa audpyanux (ynkui ’35%/} AT JIYYUICTO OMHCaHIs
p1aGeproBeKIx opﬁnmncn.  Haitaens suCprim BepTHKANb-
JbxX BO3GyIRACHIIT 3JCKTPOIAa ¢ HCMOACJCHION NMAphl a3oTa
g puAGEProBCKuC COCTOSIIL. . Bruluticacisie  aunauehust co-

_crapasior_6,140 n 6,370 38 aas nepexota n—3s, 7,860

e iy '




“ iy 7.877 3. Ana . n—>3Px.u,

7,865 1 8,145 3B A1 N—-3p:,

/8,844 1 8,855 3B ans n—-4s (cooTB. 3HEprii TPHIICTHbIX!

Il CHHIVICTHBIX MEPEXOMOB).

"Drn pe3y abTaTH xopowo

Ecomacynorca C 3KCMepHM. JanHbINH (»ﬂOle'-lCHHbl.\H} METO-

{JLOM 3CKTPONIOro yaapa I
16,392 3B (A'A57Y), 7,927 3B

JIst 'CHHIJICTHBIX B030YIKACHHIL) :
(B'E"), 8258 3B (C'AY),

9,25 ap. (D'A2").. [Tonyueunsie B pacuere Maasie BeJIHYH-
aculensicHuit . coraacylores €.
" OYKIAAeMBIMH : 151 pHAGCPTOBCKIX B036YKICHIbIX COCTOA-
nmit. B pacucerax ue HaiiieHO oGHapy KenHoro  KcnepH-
(4,4 3B) TpHMNICTIHOIO cocTosI-

HuHS (CﬂQuHZlJIbHO nponeuennue pa‘C‘{eTbI nait Aas nepe-

- HBI 'CHHI‘."[CT-TPHHJICTHM.\' P

“MCHTaJIblO HH3KOJeXKallero

Xojia 0—-G* 3HEpriio, Ha HECKOJbKO 3B 60b1LYI0) .

) ) oe’lm)\
A 4

M. Todman

g
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Wl, R6: 1479281 The low lyving states of ammonmia; generalized
. \5 valence bond and configuration interaction studies. Rianda,
“ Ronald; Frucholz, Robert P2 Goddard, William AL T (Arthar
“Amos Noves Lab. Chem. Phys,, California Inst. Technol.,
Pasadena,  Calif), Chemo Phass 1977, 19, 1231 6 (Fng).
= v The 9 lower singlet and triplet <tates of NTy were stodied using
ab initio generalized valence bond (GVB) and configuration
v s interaction (O wavefunctions. The 8 lowest (vertieal) excited
M/ W{ states were found 1o be Rydbers in nature. Vertical excitation
‘ 5 energies were detd. to be (in eV 61 and 637 for n = 3 786
'//.\ -/ cand T.R8 for no o Apayand TRT and KD for s 2 Gin each
ﬂ case the triplet energy is Ist). These results are i excellent
- ; agreement (0.06 e\ av. error) wwith the obsdclection impact
&L&W excitation energies (in eV, 630 €A LA TOR (B ) and 896
' ] 20N rAy). The small singdet triplet energy splittings are
. . consistent with those expected tor Rvdberg like excired states,
No vertical transition was found consistent with the <mall peak
at 4.4 eVoapparently obsd. i theeshold electron impact expts,

.
i ’
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/7 f)711175. Husxomexamme coctosnma p_ammuake, He- W'

Jlefl0BaHHe METOAOM OGOOLIEHHBIX BajieHTHBIX CXeM M
» / .NeToaoM KoHurypaunosioro B3anmopeiictous. Rianda
3 : onald, Frueholz Robert P, Goddard Wil-

liam' A, III. The low lying states of ammonia; gene-
.ralized valence bond and configuration interaction stu-¢
dies.” «Chem. Phys.», 1977, 19, Ne 2, '131—136 (aHrua.) °
s HesynuprueckHy MeTo0M 000611eHHbIX BaNEHTHLIX C€XeM
B AByXdKChoHeni. ‘6asuce: . CTPyNMHPOBAHHLIX  JICMCCTKO- °
BLIX TayccoBekNX (-uuii, 4s2p/3s ¢ BrmovenueMm . 2p, 3s 1

#ﬂ' J<227 <~ 3d nonspu3aLHOHHBIX (-UHil /5 aTOMa a30Ta H METOLOM
KOHGHIYpalUoIHOro  B3aHMOJICHCTBHSI € YYCTOM BCEX OA-

4 : 2
Ll ZEE 52‘57 11OKDATHO BO3GYACACHILIX KOHQHIYPaumit - HCC/CA0BAHO
% 57eKTPOHHOC CTPOCHIIC OCIOBHOTO Il BOCHMH NH3LUHX - CHil-

5.?04 ﬁ/’-y/,f[/: [ACTHMX M TPHUJICTHLIX COCTOSHHII aMMHaka - (A%1Ay”,

gs,{E"‘,EéﬂA,' n D31A,”). Bo Bcex pacuctax HCMOJIb30O- °
SKCHEPHM. TCOMCTDHSL JUISl  OCHOBHOIO - COCTOSIHIIA, -

BaHa
Haitzeno, uTo Bce BO30YKACHHBIE COCTOSINHS — PIAGEProB-.

cxie. BepTikaJjbHble sliepruy Bo30y:RACHNIT ‘HalflxeHL pas-
ppmi (8 38) 6,14 1 637 (n—3s); . 7,86 u 7,877 (n—

i O pa); 7,865 1 8,145 (n—3p:); 8,844 1t 8,885 (nnds)-

aas TPMIVICTHLIX M CHHIVIETHBIX COCTOSNHIT COOTBETCTBeN-
1o, TIonyuyeHHBIC PC3YJLTATH XOPOLIO COIIACYIOTCA. C. 3KC- -

miCpIM. AAlHbIMIL 10 9JCKTPOHHOMY 3aXBarty.

D577 7
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87: 191313h Ab initio study of the photodissociation of;
ammonia. Runau, ‘Ralf; Peyerimhoff, Sigrid D.; Buenker,
Robert"J. (Inst. Phys. Chem.,” Univ. Bonn, Bonn, Ger.). J.
Mol. Spectrose. 1977, 68(2), 253-68 (Eng).  An ab initio SCF".
and CI treatment of the electronic spectrum of NH3 in both the
pyramidal and. planar. conformation is reported which employs
an [8, 6, 1/4, 1]-AO basis of near Hartree-Fock quality; the
ground state Cl energy obtained for the equil. conformation is
-56.4241 a.u. In addn., further calcns. were carried out at the
SCF level to study various photodissocn. reactions of NHa. The
caled. CI transition energies agree with corresponding expt|,
values to within 0.0-0.3 ¢V, usually in the 0.1-eV range,
Photodissocn. to the NHz2 (2B1) + H(2S) products js confirmed
theseby to proceed via the A la"2 — 3s state of ammonia, byt
contrary to carlier spectulation it is found that the transformation
between reactant and products is already satisfactorily describeq
at the SCF or orbital level, i.e., a Rydberg 3s of NHs ig gradually

_converted into a pure hydrogenic 1s species as dissocn, pProceeds,

In addn. the photolysis of NHa to NH2 (24;) + H(2$) is argued to
oceur via the C l.a"z - 3pz 1A' state apd assuchisa s mmetry
allowed process, in contrast to the previous assigninent involyjn

the B 1a"z == 3px, y E" species. Finally an attempt is.made
analyze the mechanisms of various NH + H, photodissocy.
processes with the help of SCF calens. and symmetry argumenq
for various hizher-lving excited states of NHa.




/ ©5J1201.  Heamnupuucckoe ucciaenosanie  (OTOAMCCO-
5 uuauuy  ammmaka. Runau Ralf, Peyerimhofif
Sigrid D, Buenker-Robert J. Ab inition study of
_ the photodissociation of ammonia, kJ. Mol. Spectrosc.»,

"+ 1977, 68, Ne 2,7 253—268 (anr.t.) . :
Héawmipryeckum merogom CCIT MO JIKAO B Gonburon
i . bastice CTPyNMHPOBAHHBIX TaYCCOBCKHX O-Uil M ¢ yucTOM
B3aUMOAEICTBHA GOIBUIONO MIICT1a OAHO- I ABYXKPaTHOBO3-

& ‘ ! ]
77"@4/:7&{6 *. - GyRACHNLIX KOUGNrypait = mMcea108ano  snekrpomioe
o

S

. crpocimie NHs (17, Paccmotpenst SKCIepHMeHTaJ bHbIe M-

(C/'G/ e Favmmansuan u mAOCKie (CHMMCTPHA Cgo, Din- a1 Cs) xon-
. * Qopvaumi. PaccunTaHbl HX SJEKTPOHHEIC CNEKTPH, a Tak-

K¢ NMOBCPXHOCTH TOTEHI. SHEPIHH I (PA3HBIX BO3MONKHEIY

-myreit ¢ororccounaun 1. (?uepmm TePexoI0B  OTH-

4aloTCA OT SKCTICPUM. BHAYCHHIT MAKCHMAJblO Ha 0,3 3B, 2

yame Beero He Gosee, ueM sa 0,1 3B, [Moarsepikaeio npes-

noJo:KeHHe, 4To «poroqucconnanusa 1 ma NHg(zB,).;_H(zS)

mpoTexact uepes cocrosune A la”—3s, mpuuey Tipottece

27eKBATHO OMICHBaeTcs Ha yposue CCII: p TIpouecce pirc-




counaumn puiGeprosekie OpOHTATT 1 MocTéidino mepexo-
AAT B UHCTO BOIOPOIHEIe :1s-0pGirtaumi. :PoTom3 Ma. '
NH;(?A;)+-H(*S) nporekaer wuepes - cocrosmie. C 1ag"— |
—3p:' A/, a we uepes’ B 1a,"~>3p,,y 'E”, ®aK 310 mpeuno- |
Jara;och pamee, ‘N SBJACTCA PA3PEWIEHFLIM N0 CHMMETPHIL i
- Mpoueccoyt. - ITpoBeneiibl Tak:e paciems It TIPOANATHIHPO- |

:axu Ha OCHOBaHHH cooGpameumﬁj»c;r.\f.\xeffpmi'{‘}pas.mmme“-
__yrx_-x_d;gggycooggmmd #a NH--H,. . B.JI. JleGeaes
. ——— ——————ln )

—— .
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) 71197 Slouoe npencrasachie opGutaneii HenofeaeH- |
iix nap 5 pacuerax NHs, H.O, NoHy n He0, . MeTopOM -
MogeKyaspublx opGutanei. Ryan P. Barry, Todd
H. David. Explicit representation of lone-pair orbitals
in_molecular_orbital calculations for NHs, H20, N.Hj, and
. H;0;. «J."Chém. Phys.», 1977, 67, Ne 11, -4787—4793
0({, 7' [/ﬁ (aura) - ' . o i il

/ . Heaumnupuueckny meronom - CCIT MO JIKAO B Gasucax
e 7 LeL rayccopckux ¢-unit OCT-4T® u 9s5p/4s, crpynnuposarbix
@ﬁ,,o(ﬂ/ B 4s3p/2s u B 5s4p[2s, uccACIOBAHO 3JMEKTPOHIOE “CTDOe-
_ mne NH;, HyO, NoHy n H.0,. ITpoBeAeHT pacueTH ¢ j0-

TOJNNTENbHBLIM  BKJIIOYEHHEM B Ga3Hc opGHTaseil cpsi3l -
(OC), ueHTPHPOBAHHBIX Ha CepeAHHAX- cBs3eil, /uin op-
Guraneit- nenofenenubx nap (OHII) Buga exp(—a(r—R)?);
rae r— BEKTOp, YKa3blBaloWnii nanpasienne Henozenei-
_noit maphl, R —ee paccTosinie OT aTtoMa, & — opGHTap-
- ‘Has skcnouenta. Ilpu. pacueTax ONTHMH3HPOBaMHCH Bey-

uuHbl @, 7 H R, a TakKe reoMeTpus Mouiexys. I1
3HEPreTHY. XaPaKTCPHCTHKH, JHIIO

PHBEAEHL! i
HO-
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BECHasi TeOMCTpHH, - I KpitBble H GapbCpHl npamcmm

HapyXXeHO, 4TO pac a EHELS
a1ep Nn O, H HX ONTHMAJbHbIE pacnonomcmm H 3KCMO- !
HCHTH MaJIOuYBCTBHTEAbHBI K OKpyxemmio. ~Caenan BLL-|
oz, uro OHIT moryr oGbIYHEIM '00pa30M  BKJOYATHCH B
CTPYNNHPOBAHHBIT 6a3uC JJIs OMHCAHMS MOJIAPH3AUHONHBIX!
3()heKTOB, MpPHUEM HX HCMOMB3OBalHE C TOUKH 3PEHHA He-
00XOZHMOro Ha pacueThl MAaUIHHHOrO BpeMeHi 3KOHOMHY-]
Hee, ueM  HCNOJb30BaHHC OGLIYHBIX nonnpnaauuom{u\»
q:uuu C ToOuKH 3penHsi MONHMEHHS NQJION 3HEpruil - IC-
noab3osanne OC 1 OHII- mprMepho ommaKono 3(ptpex'nm-
1o, oguako ¢ npumenennem OHIT ropasjjo Jyulie mnepe-,
AA0TCS TaKHe Xa amepncmxu KaK BB u "Gappephl Mif-
BepCHH.__ /- . JL.- JIeGeAQB
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.87: 143606j Analysis of the »3 + v band of ammonia.

3 : Sarangi, Sunil (Phys. Res. Lab., Ahmedabad, India). J. Quant.
( Spectrosc. Radiat. Transfer 1977, 18(3), 257-88 (Eng).

( ) The 2-um band of NHa was studied with a spectral resoln. of
N f V 0.05 cm-l.  Most of the strong lines, belonging to the 13 + 1,

(perpendicular) band, were identified and spectroscopic consts,
were derived. -~ = "-
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, 87: 143607k Mecasurements of line intensitics i =
) s > | in th -=
‘;5/,,”/7/,(?/&6 - micron band of ammonia. Sarangi, Sunil (Phys. Rgs.“{(;b

Ahmedabad, India). J. Quant. Spectrosc. 'Radiat. Transfc.r:

y .’L ) 1977, 18(3), 289-93 (Eng). Intensities of about 400 lines of NH;
{ 7 in the 2-u region were measured using Doppler-broadened lines

Comparison with rigid-rotor calens. gives fair agreen
1 alens. rreement betw
Z‘ ;é theory and expt. ’ihc total integrated inlcnshy ‘of the ‘Slt\;.ce”n
. (perpendicular) band was estd. at 17.19 em 2 atm 1 at- 206 K,

O
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2 B150. * Mocrosmusie KOpHOJKCOBa ~ ~maaumopelicrons
\lexoropblx TPHTHADHAOB i ReilTepHIoB  aneMenToB i
pynmbI, OMPCACJCHHbIC C NOMOWbIO MeTopa nporpeccupyio-
jyueii ecrkoctu, Siva Sarma K. V., Babu Rao P,
/Srceramamurty K. Coriolis coupling constants of
some trihydrides and deuterides of group X clements by
the method of progressive rigidity. «Indian J. "Pure angd
Appl. Phys.»; 1977, 15, No3, 307—408 (anra) - ;

Hnsa mupamuiansupx Moxekyn NHi, PHs AsH,, SbH;
@ HX JmeiiTepoaHa’oros cocrannenu‘.\m
(/é{ V74 Gaunit THna cummerpun E myTeM PAa3JIOMKEHNSA COOTB-mpyy -
/ MaTpHU KHHCMATHY. KO3(. Ma npomspenenys TPEYrOMbHBIX
-MaTpHIL B COOTBETCTBHH C  MeTogoy Tporpecchpyiomej;
ZKecTKoCcTH. ' I3 moayuennpix MaTpuu gopy Konebauuit gag
TICPEUHCAECHHBIX: 8 MO.JEKYJ paccuntanp TOCTOSIHHbIE kg
@ [fj _P._'}&E’_C.‘?}’_a.,.1_’3~3"M°J.°LCTEZ!.’IA_G.’.ML51,.‘33”',0,51 _S%.3, Junefiny -

2, roree @)




daBucamue or gz, ,. Ionyyennwe shauecnus ¢%,4 comocraB-
JEHH ¢ sKemepuy. miGo ¢ PACCUNTAHNBLIMH H3 TOUHMX HA-
B0poB ciaonpix TOCTOAHHBIX. OTMeueHo, yro BBIYHCJL 3HA-
tlemm HECKOIbKO Bhimre SKCNepHuM., YTo 0GbsICHeHO Henoab-
SOBARHON Mo 1eb10 CII0BOrO - 10151, B K-poil CHI0BAST 1O-
. CTofHnan F,, MinnMatbna. Tounwie cmsosbie mos naior
0ICC BHICOKNE 3HayeHig AaR ¢%4. U3 xopowero cormacis
Paccantannpx o MCTO1y mporpeccupyiomteii wecTKOCTH R
FHCCPIM. 3yayeyy TOCTOSIHHLIX KOPHOAHCOBA B3auMomeli-
STBUS caenay BLIBOX 0 xXapaKtepucTHYHOCTH mo tdopme /
- KOL. Tpurinpuaon i TPHAEHTCPHIOB 3neMentop V |
Toym, : 10. H. Manvenko |

S
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7 87: 73703n Ab initio investigation of geomeiry changes
‘/}//7[ JL during inversion of NHi, NH:F, NHF:, NF; a"d 3” y 232
PIIF:, PFs.  Sch: medelnmp ~\vm bmqrup Steen:

Peter; Boggs, James E. (Dep. Chem Univ, T as,
(/}/j- Tex.). J. Chem. Phys. 1977, ob(l 2, &%
_3 Ab-initio SCF MO calens. with ¢ Jamplete geomet

71 were done by using umsx;tent basis sets for each menmber ; i
Pl ) |
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s - 8930 .
¢/} /l/ 12 {120. Heamnuprfueckoe MccjefoBanHe H3MeHeHHR( \
2 reomeTpuu npu uusepcun moaekyn NHs, NH:F, NHF,, NF;
‘3 ‘w PHa, PH,F, PHF,, PF;. Schmiedekamp Ann,
< .Skaardp Sterm, PuTay Péter, Boggs Ja-
-mes E. Ab initio investigation of geometry changes du-(~
ring inversion of NH;, NH.F, NHF,, NF; and PHj, PH.F,
PHF,, PFs. «J. Chem. Phys.», 1977, 66, Ne 12, 5769—5776

?éi ..v/ (anrin) ]
a&l«f/{ Merogom CCIT MO JIKAO B 6asHce CrpynnmupoBaHHHX
JICTIECTKOBBIX raycCoBcKux ¢-uuit 7sd4p (nas P), 5s3p (ana
.,,6/',/7 . N u F) u 3s (mas H) uccaenosano sickrponuoe crtpoe-
HHe TJIOCKOI M NMHPaMHAAJbHOI Kompog}waum“x B Psily Mo-
aexyn XHs, XHoF, XHFz n XF3 (X=N, P) u nocrpoeum
noTeHUHaNbHble KpHBble HHBepcHH. Bce pacuetmt nposepe-
Hbl C TIONHOI ONTHMH3auueit reomeTpuu. Haiizeno, uto Bo
BceX MOJIEKY.JaX B IIOCKOIT KOHGOPMAlMH JNJHHB CBS3cj
X—H u X—F Menblue, ueM B nHpaMHAanbHOl, a Yran
HXH, HXF u FXF noutu pasnbie B mupaMuaanbuoit Kou-
@f hopMaLH, CTAHOBATCA PAIAHYHEIMH B IVIOCKO, PHYEM yroa
& HXH> yraa HXF u 6oabwe yrna FXF. NoGasnenue no-
aapusauuonnpix_d-@-unii na_atomax N u P npusonnt x

R 7GL7 /L




. YKOpouennio cBsiseli X—F. Pacuer d-Bknaxa B cBsisn X—H
' M X—F 1na oGonx psimoB. ToKasal, 4To B MHPaMHAAbHOI
' KOHOpMaUuH OH BO3PAcCTaeT ¢ yBEJHYCHHEM UHCIA aTO-

Mos F B Mosekynax psga. B naockoii  Kondopmauun

d-pknan B cBsisb X—H Bospactaer mpm mepexoge OT MO- -

aekyaet XHs x XHoF u ymenswaercs B moaekyae XHF:.

. Haiizeno, uto mpn ybeauyenmy op6HTAaAbHOI 3KCIOHEHTHI
d-AO aiuna csszy X—H b monekyae XH, ymenvwatores,
a yrast HXH = yBeauunpalorcst. Pacyer norenunaabioro
0Gapbepa 1MOKa3aJ, 4yTO Cro BeJiuHHa lie 3aBHCHT OT AJH-

‘.1l Gasnca u_Bo3pacraer npu 3ameutennn atoma H ma F. !

Bospacrauue 6apbepa npm 3aMelueHHH Boaopoxa (Gropoy
KOPpCHpYeT ¢ BO3pacTaHHEM S-XapaKTepa -HemofeseHHOi
napul LUEHTpasbHoro aroMa. AHAJH3 JOKaJau3aun opGHTa-
Jieit B 3aBHCHMOCTH OT IHOPHAH3aUMI TNOKa3aJj, yTo OTHO-
uiciie S/p Ans HemogeseHHOIl Mapbl LEHTPAJbHOrO aToMa
# nas ceaseit X—H u X—F B NJ0CKEX Kon(popMauusx

£Bsidell B mupamuaasbHoli KondopMaumn OCTaeTcs N0CTO-

Wap npu nupepeny B 0GOHMX psAax coeaHeHuit. -

BO3pacTaer NpH 3aMCILICHHH BOJOPOAOB Ha (roper, @ A

sy, ITogpo6uo o6cyzpaercss nosedcHie  AHNOIBHBIX ¢
MOMEITOB, MOMEHTOB CBSI3Cil il MOMCHTOB HEMOJe.IeHHbIX

~___B. A. Kopeynos -
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22 B42. 7 HedMnupHueckoe ~ HCCNEAOBAHEE  H3MEHCHMWHA

‘reomerpu B mpouecce uucepcun NHi; NH.F, NHF,, NF;

w_PH,, PH.F, PHF, PFs. -Schmicdekamp Ann,
Skaarup-Stécn PiTay Péter, Boggs JamesE.

> Hesmmuprueckum Metomom CCIT MO JIKAO B 6asucax

i P [7s, 4p], N, F [5s,-3p], H [3s] (Bl) u B Bl, nonos-

FHeHHOM moJsipusall. dynkuuamu (I1P) wa atomax.N u P,
-C_ TIOJIHOM ONTHMH3alHeHl TCOMETPHI, PACCUNTAaHBl NMHpPaMH-
JAanbHast 1 maockas crpyktypet NHz (I), NHoF (1),
NHF, (III), NF; (1V), PH; (V), PH;F (VI), PHF, (VII)
H PF; (VII) (IV 1t VIII paccuuTHBaJH TOJNBKO B Bl).

Pacuer Gez IId szanmxkaer, a ¢ [1d 3asumaer TIPHMCPHO -

Ha ONHY N Ty e BeJHUHHY 3HaucHHe Gapbepa muBepcuu
(BH) B I: 2,04 u 9,01 kkan/mMoab, COOTB. (axcnepument
5,78). Tlo cpaBlieHHIO € pe3ysabTaTaMH B Gasice ¢ Mo
3Hauenuss BH, paccunranubie B Bl, 3ammxenm B l—ui
Ha ~7 kkaa/moib, B V—VII na ~10 kxan/moas. Hakon-

JicHHe . aTOMOB F NPHBOANT K DE3KOMY YBeJHueHuio BU; ¢
2,04 KKa.{l/MO.’Ib,BJh,110_;67,2_0_‘_7!'(1(3{]/;\19@‘73 IV u ¢

72z

(Ab initio investigation of geometry changes during inver-

“:sion of NHs, NH,F, NHF5 NF; and PH,; PH,F, PHF,,
" 'PF3. «J. Chem. Phys.», 1977, 66, Ne' 12, 5769—5776 (aura.)



31,94 kxan/monb B V 1o 154,26 xxaa/moas B VIII (pac- ~

. uer B Bl). PaBunosecusie crpykrypst II, I1I, VI, VII mye-,
10T - TIOYTH - OHHAKOBBlE BaJICHTHHE YIJbI Yy aToMoB N '

P, miockie CTPYKTYpHl CYLIECTBEHHO aCHMMETPHYHBI, Ba-

© JIeHTHble yrabl youBalor B nopsinke HXH>HXF>FXF, a ~
Juanae ceaseit N—F, N—H s P—H yxopouenn Ha 0,02—,

10,04 A. O6cy:xnaercss’ BJHsHHe I3MCHEHHl 3KCIOHEHTH

{ ~d-AO Ha 3HaueHHs1 SHEPrHil,” QJINH CBs3eil H BaJCHTHBIX

,..Yrio8. PaccunTanHble AHMOJAbHLIE MOMEHTH 3aBHIICHH B
1,3—2,3 pasa no cpaBHeHHIO C 3KCMEPHM. 3HAYCHHAMH.

it A ~__B. Gaycros
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22 bz8Y." " Jlaacphas WTAPKOBCKAs cneKkTpockonmus Bbl-
COKOR MyBCTBHTCJbHOCTH K BBICOKOJT- TouHOCTH, Shimo-
da Koichi: Laser stark spectroscopy of high sensitj-.
vity -and high accuracy. «3. Int. Tag., 28.3—1.45, 1977,
Dresden. Laser und ihre Anwend.» §. 1L, s a, 4—6
i (anra.) : : ,

; B a1aG-pun Tokniickoro yH-Ta moctpoen J1a3epHbli wrap-
,zg//;y.{;{?,f KOBCKHI{ CIIeKTpoMeTp TOBBIICHIIOf] YYBCTBHTEIbHOCTY n'
., . BDBICOKOIT TOYHOCTH H3MepeHns yacror, Jlasep €nocoGen re-
&af/;%:‘é?z; HCPHPOBATH MIOGYIO U3 JHHN{T OT P(56) no R(52) ‘B nong.
© ce 10,6 MK, or P(56) no R(44) B nonoce 9,4 sk CO, i

ot P(41) no P(2) u or R(2) 1no R(40) N,0. Tounocry,
H3MCDEHNsT CICKTPANbHOIT wacToTn AocCTHraer =] Mry .
COOTBCTCTBYET OTHOCHT. TOYHOCTI] ‘*3:10-8, yrg Ha pe. '

’
CKOJIbKO TOpPAAKOB TPCBOCXOANT TouHOCTY OO0BIYHOjY HK-
lcnempo,cxomm.-}IvncrnuTcnwcuaacnlroro CICKTpOMer-

8 s o
2 7G55 EL

Ny

-~y




pa cocrapasier 3-10-' cu~l Ha npiGope  3amucaibl
wrrapkosckue cnektpsl “NHg, NHs, }‘Nﬁcﬂw HNHD,,
AsH,, PHs;, CH;Br u OCS. Cosaan aa3ep TITapKoB-
. CKilii CHCKTPOMETp B BILANMON 0GaacTi ClEKTpa € mepes
CTPANBACMBIM Ja3CPOM HENPEPLIBHOro ACHCTBIS Ha Kpa-
ciTese ¢ oGaacThio nepectpoiikn okojo 400 Tru u TO4- '
HGCTbIO MacToTHIX namepennit =0,2 I'ru. B npouecce co-
anamns MK-nasepustii mTapKoBCKuit cneKTpoMerp € 4acToT-
ubkiv  paspemenmem 0,1 Mrit u 4yBCTBHTEALHOCTEIO
LB oML, * C. H. Mypsun
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A ,\ S6: 127581w Caleulations of absolute values of equilibrium

v/f / 5 and rate constants.  VIL - Applicability of semicmpirical

__9 ~methods in caleulations of equilibrium constants of gas-phase

. chemiceal reactions. Slanina, Z.: Berak, Po Zahradnik, R. Gl

Heyrovsky Inst. Phys. Chem. Electrochem., Czech. Acad. S,

Prague, Czech.). Calleet, Czech, Chem. Commun. 1977, 42(1).

1-15  (Eng).  The applicability of the CNDO/2,, INDQ, and-

MINDO/2 methods ‘for the evaluation af the rotational and

/ vibrational contributjons to equil. consts, was tedted with 12

Cmols: NHa, HCHQ, CHi MeOH, MeNH: MeCN, CHxCH.

CH:CHO ethyleniming, CeHe. CHaCH:CHe, and CaHs X simpj:

lmmmm equal to

unity; the error in the logarithm of the equil. const. (log A

uq r// introduced by the' use of mol. parameters obtained from the

semiempirical methods instead of expt. parameters was caled.

The calens. were perfopmed in the ideal pas, rigid rotator, and

harmonie oseillator approxns, ‘The ervor iy log Kis smaller thas

0.5 at <2000 K. The MINDO/2 method fuiled with all compis.

3 (7 2r CONLEL a-bonded O pr )'\'runud:\l N. The CNDO/2 results are a
(“,’ // - // # little better than the 1. DO results. In spite of the poor quality

rols of .the caled. stretching modes, the values of vibrational partitivs [

5 ) functions are rather aceurate. The reactions with no chanve i
475/}’/ /i the no. of moles‘are esp, suited for semiempirical treatment,

) -~ R K. Erdes
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6 179659% Seme moleeular ‘cuns{ﬁiﬁsf)fGr(_)“ui) V hydrides.:
Phirugnanasambandam, P Gnanasekaran, 5. {Dep. Phys., .

Pres. Coll,,  Madras, ~Indin), - Bull, Soe. Chim. Bely, 1977,

86(1-2), 11-15  (Kng). The Cori_olis coupling consts. and the
centrifugal distortion consts. relating to the l:}(drides-and their
isotopic analogs of Group V clements were studied with the help

of kinetic consts. The values of these mol. consts. are in cood
agreement with the ohsd. values, showing the significance of the

Ly
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Y 19 B280. Hekotopble . MOIEKYAAipHbIE KOHCTAHTBI  THI-
pugos V rpynnel. Thirugnanasambandam P.,
/Gnanasekaran S. Some molecular.costants of aro-
up*V hydrides. «Bull. Soc. chim. belg.», 1977, 86, \e 1—2,
11—15 (aura.)

Botysteaensl  KopHoancoBbl f1OCTOSIHHBIE 1T KOHCTAHTB
nentTpolbeKHOro pacrsike a1a9_cpeandenit XY;  (cim-
vetpus CiY),. X=N s, Sb) Y=H. D, T Tlpuse-
qeHnl  aare0pany, BbIP oI 9.1CMCHTOB  MaTpHILHI, -
oGpaTHoil MaTpHUE KHHeMaTHY. K03(h. B KOOPAHHATAX CilM-
verpuit (K), BBIpaxeHisi 11s KOPHOTHCOBBIX MOCTOSHHBIX
H yp-Hiid, CBA3LIBAIOUUHE E-MOCTOAHHBIC C 37eMEHTAaMH MaT-
rpunst K B koopanuatax cumumerphi Csp a1s H3yuennsix -
Mo:exy.1. PacculiTanHble 3HaueHus §-NOCTOSHHBIX YI0B.JCT-
BOPSIIOT MPaBHJY CYMM H XOPOUIO COIVIACyIOTCSl C 3KCmepi-
MCHTAJbLHBIMH, UTO CBIIETEJAbCTBYET O NPHTOAHOCTH  ic- .
_moJb30BaHHOrO cnocoba pacuera, ~ E. Pasywosa
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f [ 'll\lh"ﬁ. 130204f Parameter ‘representation of harmonice foree
e SNy field: method of oqlm} cuordiniu_os. Vallamatt: nn. Aunnie J.;
j ,.I(N\ph, K. Babu; Pillai, M.-G. Krishna “(Dep. Phys,, L‘\,d'u.

Univ., Cochin, India). - Indian J. Pure Ap; . I'ln\ 77,
/ , JI."»(I). A9-60 (B, Harmonie foree ficlds of_NH., IH., anst
174 j /é/ s g are detd, using the frequencies of & lwh']mn‘ﬂ .
R | eter representation, L the absened of ausique intersection
Tol parameter curves, sell v\uh-nl pnnn,)l\. n-xuu«‘ us the
5 "principle of cqual coordinates”, is pmpm' daeid s applicdyto
C' Vthe evaluation of the foree fields.  The egual coordinates
LCef /"v%/- «criterion renders the parameter method a powesiul caleulational
i tool for the harmonic field force field; also, it may be invoked to
'tcat the reliability of exptl. data when more than 2 isotopic

| ! substituents are_present. )

F2) A

g f97F Fbar3 .
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1 B60. [loTeHuman paas OCHOBHOFO COCTOSIHMSI . aM-
| MHaka, Varandas Antonio J. C, Murrell
John N. Potential for {he ground state of ammonia.
«J. Chem. Soc. Faraday Trans», 1977, Part 2, 73, Ne 1,
039—942 (aura.)
[Toayucna aHaJnTHd. noTeHiuaabias (GyHKuHs A1 oc-
/1/"’//(1:/“ J{OBHOTrO COCTOsLIST MOJICKY/IbI aMMilaKa, OXBaTbiBalowlas
7"06.’18CTb MHHIMYMOB, Gapbepa mupepcii, a Takze o0Jja-
"&jd{% Yceti TeX xonurypauuii, B K-pLIX aTOMLI BOJ0pOJ1a He
< ZpacXOAATCSL  10CTATOMHO 1adeko. Bwipaxenice a4 To-
Teiiana, BEJloualouiee B ce6f ABYX-, TPex- I yeThIpeX-
waCTHYIIbIC  YJICHBI, COCTABJCIO 1fa  OCHOBC MpOCTPalCT-
BONIBIX H CIIHIOBBIX KOPpEJsill. AHArpaMy Tak, 4yTO OlO
NpaBIVILIO  OMHCLIBACT anccowan.  npeieast. JLIs mox-
Gopa napa.\}qponvuc‘nonb_s{oganamcrqagﬂ[rl_ng_c‘rb 3KCICPHM.

. /574 7




JaUHLIX H PC3YALTATOB HCIMMHPHY. PACUCTOB IS CICX.
cucteM: NH (B cocrosmusax 35— u 'A), Ho(®Su* u
1¥%,+), NH.(?A”)- u lI;(‘A’ n 2A4’). Tlokazamno, uto GOe3
yuera 4-yaCTHUNOrO -yJeHa "B IEI0OM 10CTHracrest yaios-
.JICTBOPHTCJBIOE OMIicaliie NOBCPXHOCTH  MOTEHILIAIbHOI
SHepring, Ojllako 3Hauenue Oapbcpa HUBCPCHH nodydaer-
Csl MPHMepHO B JBa Pa3a MCHbLIC 3KCHCPHM. 3HAUCHIS.:
C 1o6ab.euiey 4-yacTHUHOro uJena, napamerpbl K-poro
NoAGHPAIOTCS MO 3KCMCPHM. BETHMINAM 3MCprii I yr.ia
MexAy CBSI3sMI, 3iaucHiisi Gapbepa HHBCPCHH M LTHHLL
cea3n NH yayuwalores, Ho TNpl 3TOM y\):lulmorcn 3Ha-
_ YCHUSI_CHJIOBBIX _MOCTOSMHBIX. ‘A. B. Hemyxun
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57: 141601c Potential for the ground state of ammonia.

Varandas, Ant(éni:\lJ. C.:}‘ hlil)xrrf]ll,cl;]ohn gl (gch.dhiol. Sci.,

0 7 [e, Univ. Sussex, Brighton, Engl). J. Chem. Soc., Fara ay Trans.
/ZC‘/{”(L/{(}’, 2 1977, 73(7), 939-42 (Eng). An anal. potential function in 6
ﬂ;’% (e ‘:’v/ variables is presented for the ground state of NHs which
' / encompasses the regions of the min. and the inversion barrier,
and any other region where the 3 H atoms are relatively close.

Qgﬁ The potential is dominated by the 2- and 3-body terms which
were derived from the potential functions of the dissocn.

fragments.  The caled. bond length, bond angle, force consts.,
ngd_di;‘_sp_cp_.,onc_x_'g\;are_comigrcd_\gi_tlexptl._yn ues. .
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86: 148211r Experimental Auger eclectron spectrum of-
ammonia. White, J. M.; Rye, R. R; Houston, J. E. (Sandia
Lab., Albuquerque, N. Mex)). Chem. Phys. Lett. 1977, 46(1), -
146-50 (Eng). The st electron excited Auger electron spectrum .
for gas-phase NHi was obtained and is compared with ay .
existing theor. prediction. The decompn. of the spectrum with a

: Gaussian approxn. reveals close agreement in both intensity and
energy for the higher energy components provided the theor,

“data is shifted toward lower encrgies by =27 eV. As the

transitions involve progressively deeper final state levels, there is -

a general trend of increasing widths and increasing discrepancy .

towards lower energy with respect to their predicted positions,
Such behavior has been seen in other exptl.-theor. comparisons -
for gas-phase Auger results and while the variation in widths s i
interpreted in terms of transitions to a manifold of final state .
variataion levels, the nature of the differential shift in the lower
energy components is unclear.
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<~ 81514. ¥Yraopoe pa3speuienne H HCCJAeLOBaHHE H30TO-
\\on nas uupepcnoit peaakcauun 8 NHs. Williams J. R,
Wukolich S. G. Angular reSohrtian and isotope stuf
ies for inversion relaxation in NHa. «J. Chem. Phys.»,
1977, 66, Ne 1, 251—255 (amrm) :

[TyuKoBbiii Ma3cpHbiii CMNCKTPOMETP —HCNOJb30BAN  Aad

Al ~ namepenns 3QQCKTHBHBIX CRUCHIT (9C) wuncTHIX cocTOf-

We’»f, HHil O, MepeKpuiBalolixcs cocTosnuit o 1 obuiero oc-
JTIIGJICHHH nyuka OoGur. MCCJIC}IOBHHO BJIHSIHHC

R yrJ0BOro
mm/lj( paspewenns na or # i A1a NHs—NHj-paccesnns J=3,

' K=2 monekya nyuka. [Tpi H3MCHCHIlL YrJIOBOro paspelue-:
. yus ot 1,5° mo 0,2° 9C meusaich ncsna\nnenano. Tpo-
BeCHbl H3Mepenns o1, O1r, 1 OoGu A NHs;, ND;, HCI,
H,O paccenBaiouix rasos. T-pa paccenBalollero rasa
300+=3° K. I‘Iau60:1b1unuc‘m\:{1_ag B_OuNioKi BIIOCHJIO H3MC-
O e A
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' pene  mapacHist B paccenBalowieM  obbeMe. Coaepikanue .
NDs B paccenparomeit kamepe 90%. Oxa3saaoch, uto GoJb-
moe H3MeHCHHE B HIIBEPCIOll -yacToTe H BPaWlaTCALHOINT |
- noctosunoit or NHz k ND; ne mnseer — cyLICCTBENIOro:
* . pmusinst na AC, xortopuie aas NH;—NH;- 11 NHz—NDs- ¢
paccesinyst COBMAfAlOT B mpeacaaX — SKCMCPHM. OMHGOK. '
1 OGcyiknaetcst oTHocHT. Hesdasiicimocts DC nyuka Masepa
oT yraosoro paspeuictiist. OTymevacres, uto na C panusior
3((GeKTH  MaJOYIVIOBOr0 - ANMOJb-AHMOABIONO  paccesauiis, .y
KOTOpOC - sIBJSICTCST HCYNPYTILM 10 ~OTHOUIEHIIO K HHBepe-'
IBIM ypoBHsAM, B peayibrate  yero DC Masepa ouclib
63k K HerHuubiM oOuy 3C. Bouncnenibsie KOPpeKUHH |
| YIJI0BOro paapeurelinst ajst noayuenust 95% ot HETHHHOTO
‘3nayennst AC cocrapasior, 0,23° aas AHMOJb-AHIOMBHOTD |
.paccesinnst ¢ norenupanom 1/r8 1 0,04° must -pe3onalcHoOro:
: IHMOJb-AHITONBHOTO PACCesIHISA NCPBOro MOpsiika C MOTCH- .
unanoym - 1/rd, TlpoBoanTtest cpaBHEHIC MEKAY O1 It C1r U
MHKpPOBOJII. JanubiMi .spemen pedtakcauwmit’ Ty 1t To, mony-
YCHHBIMH C TIOMOLUBIO Ta30BBIX  BoJioBoaos. ITosmaraercs,.
"yto o0a MeTOAa.JalyT XOpoliee COOTBETCTBHE MJIsI MaJo-’
4YTIJ10BOrO paccestiins. . B. B. Crporonos:
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11719 B245. OGoGuieHHe  JaHHBLIX  CNEKTPOCKOMHYECKHX :
‘NccaenoBannii, 06beMHOro 06pa3oBaHusl KOMMJEKCOB H Ha -
~I0BEPXHOCTH TBEPAbIX TEJ, B HacTHOCTH okuceiil. Winde
Harald, Fink Peter, Kohler Adelhard. Ge-
meinsamkeiten bei der Komplexbildung in der Volumen-
phase und an’ Festkorperoberfldchen, insbesondere von
Oxiden anhand spektroskopischer Ergebnisse, «Z. Chem.»,

N . 7977

e £ 1977, 17, Ne 2, 41—53 (nem.) v v
5 Yy Ha ocnopamii’ ncencnosanitit 3JCKTPOHHBIX 1 KoscGa-
(/F"L, b Mg TCJIBLILIX CICKTPOB NMPOBCACHO CPAaBHEHHC AANHBIX AJsT 00Db- .

Ha OOWIHOCTL 1 aHaJorist HX CNCKTPOCKOMIY. CB-B, YTO !

J2tf A" |- O0yc/OBJICHO "OMIHAKOBbIM XapakTepoM XuM. cpssi. Ha '

. MpHMEpax «KeTOHOB, HHTPHJOB, aMMHaKa, ' MHPIAHHa,

osichuIOB M dPOMAaTIii. COCANICII paccMOTpCo O0paI0- .

Bauiie [1-MOCTHKOB 1 3JCKTPOHNOC J0HOPHO-aKUCNTOPIHOE

7, > B3anmopeiicrsue. Ormuns me:xay 1 un 11 o6yciopnen,

% // /4 B OCHOBIOM, rcoMerpieil H 3HEPreTHKoil (rCTCPOreiocTh
acsqenist menrpos B cayyae II). Bu6a. 170.

/4 {f e e M. Jeltuveiierep
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