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3B149.  Tcopeérmuccroe ~ BLIMICICIIIEC — NBOTPONIOL, lgGl
CBCPXTONKOif CTPYKTYPLI B CBOOO/UIBIX pajiIKaTax NH,.|

- |Miguchi Jiro. Theoretical calculation of isolropic hfsi~

of tho ffée NII; tadical. «J. Chem.- Phys.», 1961, 35, N2 6,

2270—2271 (anr:.) , . N
Metomoy MO BLIUICICHLI* KOHCTAMTLI CBEPXTOMKOIT : ——~ ==~

CTPYKRTYPH ay T aN HCCUAPCHIOro dIEKTPOHA B NH, cl

| yUITHIBANICE  CACAYIOUiIe JJICKTPOULLIC ROHGIIYpanHH:,

a2 (2a)? (1027 (3a)? (1),  (la? (2a) (152)2 oo

l (3a1)? (1by) (4dar) 1 (1a1)? (2a1)? (1b2) (3ar)? (161) (2b2)-
B mepsoM IOpsKe TCOPMI BO3MYIMCHIl NAlACHO0, YTO™ =~
CBEPXTONKIC PACIICIVICHIIT BO3PACTAIOT C YBCIITTCHMCM

i
!

iyrna HNH/, .Tak LKAax YBCJIUIBACTCST BCPOATHOCTE HAa~
1 XOKMENIIAT DIEKTPOHA B MCCTC  PACIOIOKCIIIA samep. .

et I ZHNHY = 105° app = —16,4 1 ax = 29,7 2. € ywe"
I .

!'rou puyTpénmnx ofomouer ax = 14,7 3, TO ymoB-_ ..

103 30 oo E. Upanos

!
v

I:remopm'enbno corjacyeTcss ¢ OKCICPIM. pemmaunoil.
I

X. 1963,
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~Determination of electron affinities.  III." Amino radical!=

2. M. Page (Coll. Advanced Technol., Birmingham, Engl. )’
Trans “Faraday Soc. 57, 1254 8(1961), cf. CA 55,20604h.— - ;- -

Thc electron affinity of NH: was detd. exptl. by the magnc-
. _itron method, the radicals being prepd. by the pyrolysis of- .———.._- .
A i NoH,. The value was 33.3 kcal./mole at 1900°K or 27.6
Baw 'Lc.tl /moleat 0°K. The measured current of neg. ions from _
! .NH; corresponded almost to a thermo-necutral ovcrall re-
i M.ctlon The apparent clectron aflinity of the neg. jons was__

“only 8 kcal./mole. The magnetron technique not only gives ,
! . :electron affinities of radicals, but also provtdcm

[ S o} & gcneral applxcabxhty for detg. bond energies.

- o . \m:tor R. DCItZ z . ¢

S S R e e B e S
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~1Soc.», 1961, 57, N\e 8, 1254—1258 (amri.) j
9;— ~—t Tpemnoenman apropoM (PIKXun, 1962, 12B17) mar-T

tunr £ papurana NHz. Pagurassl reneprpoBaIich mipoim-;
-1 30M TIpa3iina Ia Tpopojioxe B Maruerpomue. IToxyuennasn:

{ 4BA4l. Onpenexnene cpofersa K daexrpony. Yacrs IIL:
‘Amumo-paan. Page I M. Determination of electron:
;affinities. Part 3. The amino radical. «Trans. Faraday:

{ IeTPONKAs TeXIIKA - II3MEPEHIsT BeJITYIH DJICKTPONIOro:
tcpopcTna (E) Tmcmomb3oBama UL OMPEAQJICHINT BEJINYI-

posurunna £ = 33,3 = 2 kkaafsoas (1900°K) xopommo co-:

raacyerca ¢ omenxoit E = 28 4 10 &xaa/so.4b, BLITCKAIO--
meif I3 ANALIX 10 DHEePriisIM PeLICTOK Imes. ampon. Ilo-!

e S

Ka3aHOo, UTO MArmCTPONHASI TEXHIIKA IIPHroana Hne TOJII»KO;
AT I3MEPCHIA DJICKTPOIIIOro CpPOACTBA PAAIIKAIOB, IO )

“} JaeT HOBEIT MCTOX ompejc-Ienis dmeprimit cpaseit. s «
aTOro NCoOXOAIMO IICCIEAOBATEL JBA CIYYas PANKAILIIO-, L
- T0 muposm3aa: mo cixaboii ¢Ba3di (rIApAsmim); MOMHAsS JUIC :
CONIANNsa) II- OO0 CIUIBHOII cBs3n (aMMIax), (JacTminas

nuccomuanis) I comocTapnth HX. CooOmenme IT car.

PH{Xmy, 1963, 1B31. B. Brixopcrmii

S ——




N,

© (3B24.; YICKTPOMNILIC CIERTPLI IICOOILIUIIX ~MOICKY:T
Walsh A. D. The clectronic spectra of small molecules.
«Plotoeleets” Spectrom. Group Bullw, 1961, N: 13, 343—
- 358 (anrm).—O0cy:RAAeTCst INTCPIPETALIlT JICKTPONHLIX
CMeKTPOD JIIICIHLIX I MB0TAYTLIX TPOXATOMILIX MOJICKYT
rmpiarsx HAH B paMrax o0XHOIERTPOUIOT0 MCTO/A
MO JIKAO. IMopsgox yponueil MO 1 3apicmMocTsh dmep-
roo cpasi or yraa HAH yeramapaupaercss Ha 0CHOLC
ABYX MPIUIUIOD, MCPBLIl I3 KOTOPLIX ABIAETCS Ompeic-
amomun: 1) ecair upmyecs, AO B rudpiuoii opduTe 1ent-
PAJLIIOr0 ATOMA YBCIIMMIBACTCS ITPH YMCHBIICIII YIId
HAII, To omeprns cpsam cooTsercTsylomeii MO yMCID-
1aeTcsT, U HaoJopoT; 2) DHCPTUS CBI3L yMEULIIACTCSI NP
yaenpumenin yraa AL, ecun coornercrnyomas MO sp-
JSICTCST  PA3PLIXAAIONIRIT 1To OTHOIIEHIIO K - CBI3M H—H
(T. e. myeeT yzex Meskay artovami ), o naofopor. ITo-

CTPOCHHLIC KOPPCJSIIIOHITBLIC amarpaMMot A DHCpI‘l’Iﬁ'

MO © zapmeinoctit oT yraa ITAfl MO3BOITIOT YI0BACTRO-
PHTEJALHO INTEPHPeTIIPOBATL CHCKTDLI 11,0 m N, oGyc:'
JOBAeNIEe HCDPCXO O DTCRTpONOB By TP BAAenTHoil
000IOWKII DTIIX MOJCKY, H3MCHCHTIC (YOPMLL MOJICKYT IpIT
p0o30y;KICTINI 1 pacHpejcaCHIle UNTCUCUBHOCTII B KOJICH

X. ‘962. 3 Gateapuoii cTpysrype. Ilopsion nsMeucHia oneprnii MO,



upn yseanzemun yraa HAH ot 90° ;0 180° caejyrommumit:
ay — Og (ymenvuraercs), b — on (yMenbniaeres), @y — Mu
(so3pacraer), by — fiu (we MemseTcs), ay— Gg  (yMeHb-
maeresn), ba — my (yMennmaercs). E. Hnruriu

FeToN
“BIY
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LFATf
NH, (D) |

Clyne l.A.A., Thrush B.A,
Proc.Chem.Soc., 1962, June, 227

( o )
The dissociation energy of the
NH radical
PX.,1963, 9b329 -
€ C

; ' r’/7
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1
'? 2 1368 1. Kunetnueckas CNEKTPOCKONHSL BBICOKOTO Pas-:

ewenns ceoGonubix panukanos NH,. Hanes Maurice
:Henry. High-resolulion “kinetic spectroscopy of thej',“
'NH; free radical. Doct. diss. Indiana Univ., 1962, 112 pp,’

.- iRel. «Dissert. Abstrs», 1962, 23, Ne 6, 1943 (anra.) R
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Internat Sympos.Mblec Struct.and

SPQCtI‘OSC.TOkyO, 196205 I_,S.a.

G3/T=G3/IT .. o

Hocnennme naéomm ) cneKTpan “eBO-

donnmx PaZNKaIOB. -
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lMundamental NH; stretching frequencies in amines and | Igab
ides Krueger (Univ. Alberta, Calgary, Can.)., .
Nature 194, 107—78(1962) As the clcctron-thhdrawmg'

;nature of a substituent increases (2,4,6-trimethylaniline, ~————-—-
’o—toluxdme, and 2 6-d1methylamlme) the sp¥/sp? character

' of the amino-group in an aniline series decreases. Thisisin, ____._ ..

‘harmony with calcns. which show an HNH-angle of 109 4°

_lin p-phenylenedianiline and a smoothTise to 111.1° in ani-:
line and 113.6° in p-nitroaniline, Orthosubstitution, in gen-;

-eral, leads to angle opening or more extensive sp* contnbutlon

: }m and 123.6° were calcd. from infrared measurements. - T

i‘o the N-bonding orbitals. Where the substituents are
i2.-NOy;, 2,4-di-NOz, and 2-CO:;Et, HNH angles of 121.7,.

Strongly electron-donating substituents drive the amino; -

group fairly completely into a pyramidal NH;,-like structure,-
whereas strongly electron-withdrawing substituents tend to,

pull the amino H atoms towards the plane of the aromatic—— .
ring, thereby increasing the HNH angle. Ortho substitu-

B e ents involved in strong intramol. H bonding appear to lead__ ...

c.4-1962 ¢ 5%2

Taund @

l

to planar mols. in which the HNH angles may exceed 120°.
N .C.Kogon . ... ... ..
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8,t.) % deinat, &g&%, fuik, 1962

Woshington, (963, 5939
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YT "Spectrum of the NH, radical; its application to cométary;" i

spectra. A. WoszezyK (Univ. Liege, Belg.). Mem. Soc. Roy.'

-t~ Sci. Liege, Collection in-4° 2(6), 113 pp.(1962). _ _ SFTT -~
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1962

8 J235. . Peaxkuuu ¢ paaukasom NH,. I. PekomGuuauus
NH, npu paznoxenun ammonus. Hanes Maurice H,

B.air.Edward.J. Reactions of nitrogen-hydrogen radi-—
cals. I, NH, recombination in the decomposition of ammo-
nia. «J. Chem. Phys.», 1963, 38, Ne 3, 672—676 (anrm.) ‘i——

Onicanbl (OTO3/IEKTpHY. H3Mepenust norjouwenns NH:z

KaK (-1 BpeMeHIl 1oc/e OKOHYaHMs HMMYJIbCHOTO PaiHO---—-
YaCTOTHOrO pa3psfia, mpoxoisuiero uepe3 amomuuit. Ompe-

eJien BepXHILT npeses1 3Haueniis Ko3¢. SKCTIUHKIHIL 115 Ja¥;{] cum—
Hbl BOAHBL A=16725,40 ca~!, On oxasancst pasubim (1,02
+0,10) - 103 2+ a0a67! e~ TIpn COOTBETCTBYIOLHX YCJIOBH-~——-

X cKopocTh icuesnopennst NH, nponopuuonansia 2-it cre-
neHil KOHI-H 3TOro paankana. IlpeacraBieHbl apryMeHThl-—-

.'B mo/Ib3Y TOrO, 4TO Ha l-it cTamii peKoMOHHALUS MPHBOIMT,
X o0pa3opaHuio rHapasina. KoHCTaHTa CKOPOCTH PeKoMOi-——

Haumn pasnsercs (2,33%0,2) - 10° 4 - soa6-1cex~!, Haiineno,’
YTo B Npefenax H3MEHCHIS NABNEHHT AMMOHHS OT 425——

10 850 urt DT. CT. 3Ta KOHCTAHTA OCTaeTcs MOCTOAHHOIL. & |

o = e S, S 3
5 ’
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: 1
NH, ( E - 5eKTpOH.CpPOLCTEO ? 9§3

Page F.M.

‘ Determination of electron
affinities. Part 3. The amino radical.
"Irans.Faraday Soc.", 1961, 57, N 8,
1254-1258 ( aHIvI.

PX.,1963, 4, B#41

-
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U e Mg, 1963, 30,17, ¢
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S'ban'bon R, E"(?

Je Chem Hlys. ,1955’
39, N9, 2368-73+



40k | X - 1969

BH4; CH,,; NH4+, Cly; Hyi NH;
SO,

: Krauss M. '
J.Res.Natl.Bur.Std., 1964, 684, (6),
655-44

Calculation of the geometrical ...

Y CA,19658 62, N 12,
- - B863h
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| i 20,06) ) (vas—3530) +3415. . . o
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{ 71107.  CooTHolweHHe MeXAYy YacTOTaMH BaJEHTHBIX
‘koneGanuit cBszanubix N—H B nepBHuHbix amuaax. Ra-
miah K, Venkata Chalapathi V. Venkata? 7™
—— A relation between the bonded N—H strétehing irequenci-—__—_
es of primary amides. «J. Molec. Spectrosc.», 1964, 12,
INe 3, 300—302 (amra.)
i VCTaHOBJEHO COOTHOLIEHHE MEXAY 4YacTOTaMH CHMMETy
T 'pHYHBIX M AHTHCHMMETPHUYHBLIX BaJEHTHBIX Kone6aHuit cBs-:
'3aHHBIX  Tpynn NH; (v B cs~1) vo=(0,80£0,06) (Vas—
T 773345) 4-3185. Auasioriuiioe COOTHOWIEHHE AN cBOGOAHBIX——~
irpynn NH, B nepBHYHBIX aMHAax HMeeT BHI: vs=(1,12%

—

|
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the stretching and deformation vibrations of the NH; group in
primary amines. M. R, Yagudaev, E. M. Popov, I. P. Yakov-

lev, and Yu. N. Sheinker. JIzv. Akad. Nauk SSSR, Ser. Khim.
1964(7 ), 1189—96(Russ) The vibrational frequencxcs of methyl-
amine (I) and its D-substituted derivs. were measured and the
force consts. of I were caled. The sym. and asym. stretching
v1brat10ns, v and vi0, resp., are characteristic. The 1ntensxty
ratio Avy/Ave is ~0.6. The frequencies and intensities men-____
tioned served for evaluating the force and electrooptical param-
eters of the NH; group of aliphatic, aromatic, and heterocyclic__
amines. The electron-donor ring substituents of aniline have

parameters is observed in the order para- < meta- < ortho-sub-
stituted anilines. The substitution of electron acceptors, how-____
ever, increases the parameters considerably and leads to the dis-
turbance of the additivity of the NH bonds. The parameters____
are_highly solvent sensitive. The values of duxm/dpnm_and

6- 6% /3
L= 1970bad e

— Frequencies and intensities of infrared absorptxon ‘bands of /9 6)

no appreciable effect on the NH; group; a slight increase of the____



Kxg decrease linearly with increasing pKa values of the anilines.
The deformation vibration » of the NH; group in I is not localized
in the NH. group because of coupling the vibrations in the Me
and NH, groups. In CD;NH;, however, the vibration is local-
ized; it approaches that of the caled. value of the fragment C-
NH,. It follows that in branched alkyl amines, as well as in
aromatic and heterocyclic amines, v, is characteristic of the
angular’ coordinates of the NH; group. The intensities 4,,
change in various compds. They are less solvent-sensitive
than those of the stretching vibrations. __P.Adamek
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\iz- . { 5J1108. TlocTosinHblE CNHH-BPALIATENBHOTO B3aHMOCH-’
X 'CTBHSL B M30THYThIX Mojekyaax AH,, Haxoasuuxcs B ay6-
JETHBIX 31€KTPOHHBIX: cocTosiunsix. Dixon R. N. Spin-rota-’

2_ ; tion interaction constants for bent AH; molecules in doub-

let electronic states. «Molec. Phys.», 1965, 10, Ne 1, 1—6
\{{;-UQ"M!MR{ (anra.)
A

Paccmarplmaercn 3aBHCHMOCTb cmm-npamaTenbuoﬁ cBs-

; i, 9 5
Ql'\.(".thf('r.?li- 31 OT 3MEKTPOHHON CTPYKTYPbl AyGJETHBIX COCTOSIHHIL 130-

rHYTHIX MOJIEKYJ THNa AH,, rie A—oaaement III umm -

L !
& (\ﬂ.J luLLL‘B V Tpynnel nmepHOMY. CHCTeMbl. PaccMoTpeniie OCHOBbBIBAeT-:
) ca Ha TeOpHH Ban-®ueka. [Ipumenenie TEOPHH K MOJEKy-.

ne NH, (2451 KOTOpOii H3BECTHBI CaMOCOr/IacoBaHHLIE MO
JIKAO) nano ouenb Xopoulee coryacie C 3Kcne(pxm. 3Ha-
I

/“‘ | GeHMAMI_ CIHH-BpaLLaTebloro B3anMoaeicTsua (1 g-pax-
R £ 7~ &
At |_q»'. K i

AL \J

2ol 7

QJ : /% b D | ‘\

Xl




P _— a Ao AN L AN T N / SRS N L LR s vk
T —— Topa). Menee TOuHLIC MOZeH 37EKTPOHHON CTPYKTYpbI (MO=*

. AeJb HanpapJeHHbIX THOPHAHBIX opOuTaJseil M BhITEKalowast

13 MOJeJH OGBeAHHEHHOro aTtoMa MOJETb YHCTOIl Mpelec--

CHH) Aal0T 3aMETHO XyAIUHe Pe3yJbTaThl (PacXoXieHle C:

onbiToM cocraBisier 40—60%). B cayuae moaekyast PH.

(ans KOTOpOit He paccYHTaHbl CaMOCOTIACOBAHHblE MO) .

SKCMEpHM. 3HAYeHHSI CMHH-BPALLaTeJbHOTO B3aHMOMENCTBIS,

T . JlexKar Mexly 3HaueHHsMH, MOJyYaeMBIMH M3 MOJenH Ha-

: NpaBJeHHBIX THOPHAHBIX OpGHTaMeil H H3 MOAENH UHCTOIT

0. T SATRN G g NPEeLeccHH. _ oioeeeeo . _T. PeGaue.



1?/ ! 31185. Teopus apdekra Pennepa B NOYTH JIHHEAHON

: “ Monekyne B npuaoxennn k NHz. Dixon R. N. The Ren-

{ ner effect in a nearly lindar miolecule, with application to
. NH.. «Molec. Phys.», 1965, 9, Ne 4, 357—366 (anra.) :
Teopust s¢pexta Pennepa B JHHe{HO TPEXaTOMIOIN MO~

- JIeKyJie yToyHeHa ¢ yyeToM HaJuyusl ABYX MHHIMYMOB Ha

- ! TIOTEHI. KPHBBLIX OGOHX SJeKTPOHHBIX COCTOSIHHIT, COOTBET-
cTBylownx B npuGmikennn Bopuna— OnnenreiiMepa 1130-!

- THyTOH MoJekyJe (H MPOHCXOAAWNX H3 ABYXKPaTHO Bbl-
‘POXKIEHHOTO 3JIEKTPOHHOrO COCTOSHHSI JIHHEIHOIl MOJeKy-,

.. .aw). Pacuer a/meKTpoHHO-KOJeGAaTebHBIX COCTOSIHHIL MPO-:

‘ . u3BefieH MyTeM AHAroHanH3alii yCeueuHoif MaTpHUpbl ra-'
© . MuJbTONHANA HA 3JEKTPOHHO-BHIUHCAHTE/BHON MalINHe.:

Hcnoab3oBanach TiOKast (popma MOTEHUHANOB C ABYMS Mil-{

s

p—




B T T e

HHMYMaMH B BHAC KOMOHHALMH KBafpaTHUYHBLIX If raycco-|
Beix ¢-umit. Ilpipemena namarpamMma 3/1eKTPOHHO-KOJeOa-!
TeJbHBIX YPOBHeil B 3aBHCHMOCTH OT BbICOTHI Gapbepa. ‘l'eo-!
‘pHSI NpHMEHEeHa K aHaJu3y 3KCNepHM. MaHHBIX O MOJIeKyJe:
NH,. Cnenan BbIBOL O TOM,. uTo nepBoe BO30YXKACHHOE !
3JIEKTPOHHOE COCTOSIHHE COOTBETCTBYET «CHJILHOMY» 3q:¢)ex-',
Ty Penuepa, 'npuueM paBHOBecHoe 3HaueHne BaJIGHTHOTO |
yria coctapasieT (144:5)° a Buicota Gapbepa Mexay |
AByMsi MHHHMyMaMmi pasna (777100) sem=1, Tlpu Goab-|
‘WINX OTKJIOHEHHSIX OT paHee NpeamnoJarapuieficst JuHeiiHof |
‘paBHOBecHOll  KOH(Hrypalii 3;1ex'rpoxmo-KoneéaTeanmei
. P3aNMOJIeiiCTBHA HIPAIOT MaJyio”posb. T. PeGane

. ,
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6 A101. O KyJOHOBCKOM  MHTerpaje  aMHHOIDYMMBL.!
Kwiatkowski S. On the core integral for the amino,
group. «Bull”"Acad. ‘polon. sci. Sér. sci. math. astron. et;
phys.», 1965, 13, Ne 11—12, 817—822 (aura.; pes. pyccx.)i

Bponutest HoBoe mpHGaHMKeHIe 51 HOHH3ALHONHONO MO-
TeHunana asora B rpynne— NH. m kicnopoga B rpyn-
ne — OH, xoTtopnlit onpeaensiéTca Kak cymMMa HOHH3AIHOH-!
HOroO MOTEHIHAJAa 3aMeCTHTeNsT H OJHOLEHTPOBOrO KYJOHOB-:
ckoro mnuterpaaa. Hosoe mnpuGmixkenie _Oblao npHMeHeHo,
Anst TpoBefleHHsl BbluMcaenuit (B pamkax Mmeroga MO)|
3JIEKTPOHHOTO CMEeKTPa, a TaKiKe HEKOTOPbIX CBONMCTB OCHOB-!
HOFO COCTOSIHHSI aHHJHHA, ' !

\

/95



dus. 10 . 539.293
‘Cohen-Solal G., Marfaing Y. .
Préparation de structures a largeur de bande interdite va-
riable par épitaxie du tellurure de mercure sur le tellulure de
cadmium.
C. r. Acad. sci., 1965, 260,\N 15, 4190—4193.

HsroTopnenne noiynpoBOAHHKOBHX CTPYKTYP ¢ NepeMeHHOI:

WIHPHHOI 3anpellenHOl 30HH METOJOM 3MHTAKCHAaJBHOTO POCTA
HgTe na CdTe.

272 , BI'BHJI
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71248. MK-cnektp csooonnoro panukana NHa B mar- |

Lidd

&1 L4, f/gf /puuax u3 Ar, N2 u CO. Milligan Dolphus E, Ja-|
=~ cox Marilyn E. MatrIxetsotr o trared—spectrum ol
-M‘]’J tTeTrecTadical NHa. «J. Chem. Phys.», 1965, 43, Ne 12,

¢ 4487—4493 (anurJ.) :
/ Mpn 14°K nccaenopanst MK-cnekTphl NOTrJIOWEHHST
© « (9003600 cx—!) pamnkana NH: B maTpuuax us Ar, N i

CO, a TakiKe CHeKTpbl B BHIHMOi It Y®-o6nactsax NHp 1t

S
W_ koet . NH p matpuuax u3 Ar 1 No. Paaukan NH, 1 Hekotopble’
ero H3oTOMHBe MOAH(UKALIH TOTYdEHbl B JOCTATOUHBIX:

{70

% ? 3 I nNpsaMoro onpeaeaeHu KOHU-HAX (pOTOJlHBOM c mo- |

MolIblo MHKpoBoai. paspsina B He man Xe MOJIEKYyJa aM-.
MHaKa, H30JHPOBAHHLIX B MaTpHue. HK-cnekTpsl NpPOAYK-
ton (ortoan3a NHj b maTpuue H3 CO mnoxa3ajH BBICOKYIO'
xonu-nio HCO, uto noprpepskaaer pakt oGpasopariis NPIL

- 1966 3D CA foce .eﬂ,.qu&



(poTo3e aTOMOB H. Ocuopusle Aedopmauionnas i Ba-|
nenTHas KoJeGaTeblible HaCTOThl HailaeHbl paBHBIMH, COOT-!
getctBenno: 1499 1 3920 cx~! aasi *NHa, 1495,5 11,
3915 cu—t ans BNHoy, 1321 ca—! nas NHD u 1110 cm—Y
ansi ND,.  Cro:KHOCTb CMEKTPa NH. b Ar coraacyercst Cj
B03MOIKIOCTBIO CBOGOAIIOr0 Bpallelis pajikaia B HHEPT-{
Hoit MaTpHue. Boluncseinl CIIOBhIE KOHCTAHTBL_H 3HaueHns|
epyoannamy. peanyi s NHo. enaercs BuBOA 06

ik
OTHOCHT. He3a;EBEKTHBllOCTH (bOTO.’IHBa NHj, ll30mlp088HHO-i

£o0 b matpuue. Bu6n. 26 wass. . C. Bypeiiko
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’ | Self-consistent calculation of the proton affinity of the amide '
ion, NH,. M. N. Adamov, B. S. Alcksandrov, and I. F. Tupit-
syn (Inst. Appl. Cheni:, Lehiigrad). —Teor. i Eksperim, Khim.,
. ad. Nauk Ukr. SSR 2(2), 149-53(1966)(Russ). The self-! -
FRGPe ,'fg consistent L.C.A.O. method was used to calc. the proton affinity’
& § . of the NH.~ ion assuming that the valence angle and the N-H!

2 ‘::/‘O}B”g’ bond length are the same as that for NH;, 106°47’ and 1.014 A., |

resp. The caled. value of the energy of the proton affinity is'
‘compared with empirical estimates. .~ GLJR |

CAAGE6ESC
L0 d, | |
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& . 2 1477. Manyuenue aMMiaKa, Bo3GYyKACHHOTO Ja3epoM
: na CO,. Bordé Christian, Henry Annie Hen-
ry Lucien: Eniission"dii "gaz “aimmoniac excité par le
rayonmement d'un laser & gaz carbonique. «C. r. Acad.:
'sci.», 1966, AB262, Ne 21, B1389—B1390 (dppanw.) - ;
D . Tloayueno maniyuense (M) ammuaka B oGracty 3800—
L 6900 A, a Takxe B6an3n 3 1 10 p npn Bo3CyKAEHHH 13-
ayuenney Jgasepa na CO, mowmocrteio 150 67. B BHAIMOIT
‘oGnacTi B W paspeleint psiA JuIHIL, OTHECEHHBIX K Nporpec-
i ‘cunt (0, vy, 0«0, 0, 0) pamukana NH. ¢ v/=7, 8, 9, 10.|
Tpi namuuun cJefoB PTYTH B a¥miake B cnektpe W ma-!
Gmonatorest anmin Hg 5460,74; 4358,34 1 4046,56 A, obyc-
JOBJEHHBIE _NepexoflaMH M3  COCTOsIHIS 73S ¢ 3Hepriteii;
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7.8 90. Buanmoe M B amMMitake MOABJSETCS IpH JapJelt;
rasa mopsaka 120 A PT. CT.; Cro HHTCHCHBHOCTB yCHJH-|
BacTCsl NpH YBGJAHUCHIIN [AABJCHHS 1 MOMUHOCTH Jasepa.:
Tloporoboe 3Hauemie MOUIHOCTH, TPH KOTOPOM BO3HHKAeT
cpeuenile amMiaka, ~40 6T Ha Juuun P (20) B H3MyueHHi!
nasepa. TIpu HMIYJbCHOM peXHME pa6oTht Jasepa Ha6Io- !
Jaercsi 3amasjblBanie JIOMHHECUEHUHH. aMMHaKa, COCTaB- '
Jsiolllee peqHuINy nopsaka 100 pice. mpiH JapJeHiui rasa,
1 ara. : - __.A. Maxywenko: ~

~
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14196, OmuccHOHHBIE CNCKTPLI NPH PA3NOMEHHH AMMH-
‘aka B_paspspe. (_]__a_rl)__awxig.h“'_’D. C,Ma rchello J. M.
Emission spectra durifig_glow-discharge décoinposition of;’
.zzmmor)ua. «J. Opt. Soc. America», 1966, 56, Ne 6, 836—837;

aura. ‘ -

Uayuen crnexktp uenyckamus - (300+-7000 A) “npomykron
pasnoxenns NH; B paspsige mepem. Toka mpi nannemmx%

1,7 u 3,4 sta pr. cT. M3 paccMOTpenHs HHTeHCHBHOCTE!l IMHC-,

CHOHHBIX JHIT aToMapHoro BojopoAa M pamukana  NHz,
NOJIyYeHHHIX B pas3psiie, OnmpejeseHbl KOHU-HH painKaJon it
KapTHHa Bo36yxaeHHbX ypopieit. Ilpencraniena 3aBHCH-,
MocTh HuTenciiBHocTeit Tpex Jumiit NHz 1 GanbMepoBnckux,
aunnit Hp i H y Bogopona (apyrux GanbMepOBCKHX JIHHHIT,
le Ha0101a10Ch) OT BPEMeHH XKH3HI; PACCUNTANLL CHILI -

’

o Gl R SR o



.

1 3 3dcenentiocTH ANA HecKoMbKIX 'ypoBHeit BOAOpOAA.
OGuapy>KeHa HHBepCHs 3aCe/eHHOCTH MEeXAy UeTBepTbiM It
MATLIM 3/1eKTPOHHBIMH YPOBHSIMH aTOMapHOro BOJAOPOAA, no-’
ayyensoro B paspsne NHj, orcyrcTnyiollas mpi nponycka-
HHH paspsiza uepe3 4HCTHIT BopopoA. CaenaH BBIBOJA, UTO,
‘HHBepCHs aXke Bhle TpeGyeMoit Ans AeficTBHs Jgasepa. |
e - G, BypeuKo
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i ._.._._. compositio

‘A% E

{Schiavello
—————==""process is

‘(—2000/RT) 1./mole-

\ Chem. Phys. 45(12),
{ The luminescent reacti

-sion intensity is interpre

“Reactions of nitrogen-hydrogen radicals.

: %66

. Det%

n ‘of hydrazine by hydrogen atoms. Pradip K.
{ Ghosh.and, Edward.J. Bairi(Indiana Univ., Bloomington). J-'—

stimates of the emission

“this is a relatively minor process.

on of hydrazine wit

quan
Accep

4738-41(1966)(Eng); cf. CA 58, 6203c.|
h at. H was studied inf~ —
flowing gas systems. The emission is due to NH, radicals, ap-;

parently produced by the process N.H, + H — NH; + NHg-l——

tum yield show that.
ting the conclusion of —-

and Volpi (CA 57, 14474b) that the major decompn.:

NzH| + H— NzH;

sec.; the temp.
ted in terms of these comp

+ H, with a rate 3.5 X 10° expi—-.
dependence of the emis-|

eting processes. .

~
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AY

;to give a rate 1.2 X 105 exp (—2600/RT) 1./mole-sec. for the!
.emission reaction. - The emission spectrum has a short-wave-
‘length limit corresponding to 50.7 keal., yielding a value for the
heat of formation of NH, consistent with other detns. The ab-
‘sorption spectrum shows an. unexpectedly high, concn. of NH,
radicals in the reaction zone. This is consistent with the otheri
known facts if the process, N:H; + H — 2NH,, becomes impor-!
‘tant when the [H]/[N,H,] ratio is large. RCJQ |

\
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/Y /6 ; /9 1662. " Ycranoska MMNyabcHOro qiOTOAH3A AN ChieKi-
Pockonuyeckux uccaegosantii. Dalal N. S, Krishna-
Wtk lrfpg- a.ch.ariS. L.N.-G. Flash photolysis unit'for spectrosco-
” ‘pic studies. «Govt India Atomic. Energy Commiss. (Rept)»,
- (967, N B.'A. R. 5.—296, 15pp., ill. (anir1.) |
Unttcn OnceiBaercst VCTaHQRKA MMIY1hcHOrD (OTOMM3A AU HiC-,
Af‘f_\- caenoBaffiisl CREKTPOB TOrioweHis NPOMEXKYTOUHBIX MPOAYK-:
3’ TOB B ra3osoit dase, Ilpunuun meroma coctout B moayue-!
HHIl TOX AefCTBHeM MOIUHBIX OAHOKPATHBIX CBETOBBIX HM-|
My bCOB KOPOTKOKHBYIX JNaGHIBHBIX COCTOANMI (pamiiKa-|
JI0B) 1 PErHCTPaUHH HX CIEKTPOB morJowenis. [puBoantes:
KOHCTPYKUHA HMIYJBCHLIX JaMm: (oToausHpyiomas Jamna; -
‘(paspsanubit mpomexyrox 30 ca, pa6ounit ra3 aprou, p=
"= 40 sx pr. ct.); doTorpadupyoutas (sonmupyiouas) nam-
na-xanuuasp (paGounit ras kcemod, p=10—15 mm pr. crT.);|

i o
D 1968 -9% |



JaMIIBl MOACOEIMHEND! K "paKyyMiloil cereMe. JLAHTENBHOCTD!
CBETOBOTO  HMIYyJbca A oToamanpylouLelt AaMML! Tfe=|
=35—75 MCceK., Aas ¢oTorpaduy. ;JaMmbl T1/e=15—35 pceK., -

B pa6o1'e HCMOJb3YeTCsI MHOroxozoBast KIOBETA, nonycxax_gj

11as MKpaTHOe NpPOXOXJeHHe HIMED TO CBETa.!
"CrieKTphl MPOAYKTOB (POTOJIHIA QoTorpacipyloT 11a CreKTpo-;
_rpace ¢ 3aepKKoil OT 10 pcek. 0 50 MCEK. K MOMENTY ¢bo-|
“Tos3HpYIOLLEit - BCMBILKIL. B kauecTBe MAIOCTpaltii paGoThy
ycTaHOBKH NpHBENEHbl CTeKTpbl MOTVIOlLeHHs PalHRaNE NHa.!
‘TionyucHHbIC (OTOMIZOM NHa. - A K. Wb 1COB-

'
.
\ k .

AY



o /(,(,‘,eu, .,?71,2,,3./._-@ /'.'ﬂ/:[/. 23-90,

AR R S gyl ) P N T L/Q}Z?

ﬁ}‘ucjw IQ,W_ /’LML&MGV nwo
E A 19133 ' %cﬁ«%u&,/\/fwwc.' ef2:{L@
C comweoaot0Boiuin. g
% 9%9,:,(,@2,/«,«9‘;.@@44& O S bt
gQV.A/E’/(«Cnb%X " | \ 'MTOJ,@WC‘.

Elins: CH)



| 1967
.)Lwﬂu)v 7/ Hovdlvgon 3.

/wuw oo -
/L@wfv%%w (96%,
667033 46 pfu.

%sza}ﬁoow mmwbnﬁ cwb

et




E.m o)) -

/7 cited state.

Loy

A S0l
i .

—  {14434j~<High resolution electronic spectra of ‘polyatomic
molécules: Innes, X. (Vanderbilt Univ., Nashville, Tenn.).|
—Proc. Int. Conj. S?ectmsc., 1st, Bombay 1967, 1, 219-21 (Eng). —

“The use of rotational structure and the Franck-Condon principle.
____in the characterization of electronic states of nonlinear, polyat.'
. mols., such as NH,, C.H,, HCHO, was described. The low,

" ___and highresoln. spectra o vapor were discussed.  HCHO ——
in the excited state, unlike the ground state, is pyramidal. The
tetrazine and pyrazine were examd. at 5000 and |
3000 A., resp. The simple Franck-Condon envelopes in each|
the mol. retains its symmetry (Da) in the ex-,
the use of isotopic substitution of N and H,

ional consts. to det. the!
BWJN

\

1.3\ spectra of s-

,case showed that
By the
it was possible to obtain enough rotat

‘coordinates of atoms in each electronic state.
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/r‘/»c © 8146, AcCHMMETPHYHDIH BOJYOK B 3JEKTPOHHOM cnemf m
ﬁl pockonuH. JddekTs UEHTPOGEIKHOrO MCKAXKEHHS H B3aHMO-
o JNeiiCTBHSI 3JeKTPOHHbLIX cnuHoB B cnektpax NH, n CHo.
% .Duxbury G. The asymmetric rotor in electronic spectro-
. N\ scopy. Centrifugal distortion and electron spin coupling!
\ effects in the. spectra of NH; 'and CH.. «J. Molec. Spect-’

| rosc.», 1968, 25, Ne 1, 1—1il i(anra.) ;

\ BuinonHeH aHanan3 3KCMEepHM. AaHHBIX 00 3JEKTPOHHO- .
\ ' kosne6aTe bHO-BpPALATEJbHBIX CreKTpax paaukanos NH, n:
\\ CH, c’ yueToM mnONpaBOK UEHTPOGEKHOTO HCKAMEHHS "
4 { cr'n“m‘-nbama'renbuoro B3aHMO/ieiiCTBHSA. - MeTONOM HaHMeHb- |
2 WX KBaApaTOB ONpEAEJEHBb! 3HAUCHHSI BPALLATeJbHBIX MO-
“ crosnibix A (000) =23,692 + 0,004 cxa~t (20,114 £ 0,008),
% B (000)=12,939 + 0,004 (11,1924 0,006) #u  C(000)="
=38,181 4 0,004 (7,070 + 0,004) ocroBHOro Ko.1eb6arTesbHOro
coctosins (000) snexTponnoro yposHsa X2B, pamikana NH,

O
P (%799 i



" ypoa‘xrﬁl A, p‘al}il-manzi CH, (unput B CKOGKax), qéTbr’\.
‘pex HE3aBHCHMBIX IOCTOSHHBLIX LCHTPOOEIKHOrO HCKaMEHHS!
. Taaga= —0,0744 4+ 0,0011 (—0,0466 - 0,0022),  Tpppp=/|

. = —0,0060 &+ 0,0002 (—0,0060 = 0,0004), Taapp="0,0156+
40,0011 (0,0150 + 0,0022),  Tapap= —"0,0035 + 0,0006 X |
X (—0,0021 £ 0,0010) u 3HaueHnit AHAroHaJbHBIX KOMIMO-,
HEHT TeH30pa CIHH-BPAlIAaTEJbHOrO B3aHMOACHCTBHS Egq=
= —0,292 + 0,007, &yp=—0,054 0,007 n €c,=—0,001+/
0,007 ca~! ans yposus X2B; paankana NHa. OTMeyeHo
BO3MYyllLleHHe KoJ1e6aTeIbHO-BPallaTeIbHbIX COCTOsIHHIT ypoB-!
Hs atA, pamukana _CH, xoneGaTe/bHO-BpaLLaTeAbHBIMI

cocrosiHHaAMNI ypoBHs X3 :JE' M. P. Anues'

’



194

"W44378n Asymmetric rotor in_electronic spectroscopy: cen- ’
trifugal distortion and electron spin coupling effects in the spectra
of NH, and CH,. ..G._ Duxbury (Univ. Sheffield, Engl.). J.'
MoTSpectrosc. 25(1), 1-11(1968)(Eng). Centrifugal distor- ;
tion consts. and three spin-rotation interaction consts. of NH,, -
X, 2B, are derived from the data of Dressler and Ramsay. The'
values of the spin-rotation consts. are e¢sq = —0.292 =+ 0.007 |
rem. 7L gy = —0.054 == 0.007 cm."?, and e = —0.001 == 0.007 !
‘cm. T}, showing an asymmetry effect in the spin splitting, and
are in good agreement with those predicted by Dixon on the .
basis of a single electron configuration wave function. The -
energy levels of the @, 14, state of CH, caled. with revised pa-°
rameters are used as evidence that the @, 14, state is perturbed

by the X, 3Z,~ state and an est. of the sepn. is given. 18 refer- :
ences. » RCKP -
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34722 Molecular dynamics study by the neutron inelastic
___scattering method. V. Thiourea. Conylment. Trevino, Sam-!

uel F. (Picatinny Arsenal, Dover, N.J.). Physica 5 o
mng). The work of A. Bajorek, et al. (1967) on inelastic’

" ineutron scattering by thiourea at —160° is discussed. The
assignment of the 637-cm.™! vibration should be changed to an|
~—NH: wag. The assignment of the 5 neutron bands would thus—
be: 443.6 cm.™!, NH, torsion; 521 cm.”},- NH; torsion; 637

wag, 4

- | —ecm.™, NH; wag; 790 cm.—t, NH, wag; and 1104 cm.™!, NH,—
' - — JDJN_ .

ch gy B




t" 9'B1036. TensoBbie peakuHu Horos O+ 'u"O:'[z“r;ziBb‘oégég
)PA3HOM aMMHaKe, Bohme D. K, Fehsénfeld F. C,
Thermal reactions ol O,* and O— ions in gaseous ammio- ——

‘nia. «Canad. J. Chem.», 1969, 47, Ne 114, 2715—2717 (aura.) |
[To MeTOAHKe HCCJAeAOBaHHs MOC/AecBeuelHss NMOTOKA rasa.

yCTaHOBJeHbl THNbl P-UHIT M CKOpPOCTH p-uuit nonos Ogti
1t O— ¢ NHj npu 21,4°, ITocneceuennie Ha6aI04an0Ch B YHC- |

TOM KHCJOpOAE H B CMCCH reausi € KHCIOpopoM. HmeloT:
:mecto  uerhipe THna  peakuun: Ozt +NH;—NHz++4Oo;i

’NH3++NH;—>'NH4++NH2; NH4++NH3+02—>NH4+-NH3+5
O +0,;  O-+NH;>OH-+NH,  CxopocT  p-wiil

(10-9 cm3/cex) paBubl coorseTcTBeHHO: 2,6; 1,65 1,8, 1,2
}_Tlepenoc 3apsina ocyliecTnasieTcss B XOJe NepBoil p-uni. B!

(e B Xonae ‘lETBepTOI-l peakuHH HOHbI THAPOKCHJA HE pea-

TpeTbeit p-UMH 06pasyloTcs KJaacTephble HOHbl. Bosmiikalo- .

fl‘llpleT C MOJIeKyJaMH aMMHaka, H3 4ero cjaenyet, 4Tto cpoa-

.cTBO K 3JekTpony Mosexkyasl NH, moxer GbiTb Menblue |
088, e, GO, IHnypym |




1969

——)Y)7B259. 0 XapaKTepHCTHUECKHX
NH,. Cain B. R, Freeman J:

KOACOANNAX TPyNAbL;
M., Henshall T.

——— On the characferistic vi

i VO

o

——

' kome6anuit rpyrost R—NHo. Beisenet

‘ criopoe - modre. [TyTem., ipasaeseHis
— .— CTOT moJjyueHs! (p-Jbl, CBf3bIBAIOLILIC
.rpynnst NHy ¢ CHJIOBLIMH TOCTOSTHEIN
i TBl MpHMeHensl K pacuery
_iTaKxKe TOUNDBIT PACUET 4AcTOT MeTHJa
'yactotst rpynnsl NHp, pbruncriennbe
+10. _OT/THUAIQTCA_He31auiTelbHO.

yacToT MeTHJIaMIiHa.

brations ol the NHa group. «Canad;‘
. J. Chem.», 1969, 47, \ 16, 2947—2952 (anru.)
' MeTo0M TPYNMOBLIX KOJICOANHil BLINOAHEH aiani3 HOPM.|

bl (-sBl 151 KHneMa- .

"Tiu, Ko3(d. Hcnosb3oano MOAH(HIIIPOB2HIOS ~Ba2dTiIOC:
BLICOKHX 1 HH3KHX ua-i

YacTOTBLl KeJe6aHHit:
1t R—NHo,, Pe3ayabra-:
Boinoaneit; .
MHHA M TIOKA3alo, UTO;
Toulo I MpHOMKeN-;
o M. P. Anues!

.
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O, NH).

&
B

/969

N

~Salford, Engl.).

—— vibrations.

55124q Characteristic vibrations of the NH; group. Cain,’
B..R.; Freeman, Joan M.:- Henshall, Thomas (Univ. Salford,: :
Can. J. Chem. 1960, 47(10), 2947-52 (Eng)..
7/ The group frequency factorization procedure developed by King;
—and Crawford for the redn. in size of a vibrational secular deter-:
minant, by factorizing from it those frequencies that are charac-:

—— teristic of a constituent group, and subsequently extended by
the authors has now been successfully applied to NHa group
The method is exemplified by the skeletal vibra-:
* _tions of methylamine, for which satisfactory results are obtained !
'__on factorization from the secular determinant of- frequencies
* “ that are characteristic of both NH, and Me groups. _ “RCCM__|
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SN ' _ﬁgfbéf?jgjgﬁeinte;faéﬁarz;; the ESR spectrum of NH;,)
and D, in argon at 4°K. _Cochran; Edward L.; Adrian,
A? ;Z % _Fr_‘zfnf{l .; _Bowers, Vernon A. (Johns Hopkins Univ., S.i_l'vé'xl'|
I Spring, -). J. Cheni, Phys. 1969, 51(6), 2759-61. (Eng).:
— - ,—A more highly resolved ESR spectrum than previously reported |
. .(S. N. Foner, et al., 1958) was recorded of the uv photolysis:

—products of partially deuterated NH; in Ar at 4.2°K. Strong |
9 ﬂ P A J/‘Z‘ sharp lines assumed to be the center lines of N hype

rfine splitting |

A j/>—(hfs) multiplets (3, = 0) for which the N ‘his = 0 and broad |
@ o - .weak lines assumed to be the outer lines of N hfs multiplets (3£, ]

—AMUAE}W_ =.=+1) were observed. The reassignment of signals in the ——
.spectrum is shown and removes the apparent isotope shift in the |

— N hfs const. FBJN —

{—

I
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/967

Q)

2y 3
D.C.). ~1'969,‘“105'.";3;5_7'(Eri'g).'''A'vail.'Univ. Microfilms, Ann| -

T/ \ - (102233t Electron affinity and dipole moment of C,, molecules'
( 4) . M Phillips, Alfred, Jr. (Howard Univ., Washington, ————

Arbor, Mich., Order No. 70-2003.

1970, 30(8), 3814-15.

From Diss. Abstr. Int. B
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11191,  HeaMnHpHYCCKHE pAaCHEThb HeorpaHHYEHHbIM Me-i

Nonom Xaprpu—®oxka. 1I. Papukan NHo, Claxton T A..
“Ab initio UHF calculationsTPart 2. The “NH, radical.!

:«Trans. Faraday Soc.», 1970, 66, Ne 571, Part 7, 1537—1__
— 1539 (amrm) 7 - e !

. HeorpaHHYeHHBIM METOJOM Xaprpu—®oKa .B MHHHM. 6a-i
. ‘siice AO CCII, BbIpaXKCHHLIX B BIlAC JUNHCITHBIX KOMOHHALLIT |
-~ ‘rayccoBHIX ¢-1uit (9 Tuna s n 5 THNA p), OCYIIeCTBJICH pac-
iyer NH, c’ontimu3auueii yria HNH (105°) 1 sxcnox{embx{_
ratoma H (1,35). BriunciaenHble KOHCTAHTLL CBEPXTOHKOTO |
:B3aNIMOJICITCTBHA an=—22,33, an=38,46 ec, X0poLIo corJa- |

icylotest ¢ 3KCNepHM. pannbiMi. U. 1 oM. POKdus, 1970, -
SI147. 4 A. T1. Kasirina |




MRy 1970

\M. \rt 3 Ab initio UHF [unrestricted Hartres-Fock] calcula:
tions. 2. NH: radical. Claxton, Thomas A. (Dep. Chem.;
Univ. Leicester, Leicester’,“En'f;l:)‘."""Trﬁ?is’."‘Fdra’day Soc. 1970,
u& M&V 66(7), 15637-9 (Eng). Calcns. for NH; by using a minimal basis
. M.  set of SCF AO, expressed as a linear combination of gaussian,
- orbitals, are optimized by detg. the theoretical bond angle (105°)
MJ and H AO exponent (1.35). After this partial optimization the'
caled. hyperfine coupling consts. are: am = —22.33; C%‘P;) =

R

8.46 G, in e)ﬁcelle.nt 'agrccment' with expt.

CA. /902 73 /&
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41141, Pacuieneiie Mexly .- onekTpoiibinit ~ CocTog- 1
) s 2B, w 24, papnkana NH,. Bender Charles F,,

*Schaefer Henry F,, - LClectronic splitting between

- the 2B, and 24, states of the NH,. cadical. «J. Chem.'

Phys.», 1971, 55, No 10, 4798—4803 (anru.) _
* Heamnupuyeckim metogom CCIT MO ¢ OrpaHHYeHHbIM
i'YYeTOM KOHQHTYpau. B3aHMOAEICTBHS (KB) B pacumnpen-

HOM Gasnce 0GBEHHEHHLIX TayCCOBbIX G-t paccynrano .

i‘ocioBioe 2By- u nepsoe Bo3GyKaeHHOe 2A;-coctosumns pa-

. Ankana NHe. Pacuer KB Bunosnen B pamkax NpeasoXKeH-
; HOf- panee NpOUEAYPL HTEPALHOMIBIX HaTypanbHLIX OpGHTa-

aeir (P)Kdus, 1970, 2/1135). B KB YUTCHBI TONbKO KOH(H-

. Typaui, conepakautie ne Gosee ;| MO, sexameii BHILIE Ba-
© ientHeIX MO, a u3  BHIpOKZCHHBIX IO CIHHY  COCTOSIHHIY
~ i_OMHOIT u Toit e KOH(Hrypauiy OTGHpaICh _ _Te, KOTOpLie

———— =

p.191.4yD @
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{ ‘B3aHMONEIICTBYIOT ¢ . '0ciioBHOIl Konurypauneir CCII. Pac-

(CCII), 6=102,7°, r=1,055 A (CCIT4+KB) pmas cocrosmus
. 2By u 0=141,9°, r=0,997 A (CCII), 0=144,7°, r=1,010 A
" (CCIT+KB) xans cocrosinist 24y cornacyiorcs ¢ sKCnepuy.

sirauennsamy, 06=103,3+0,5°, r=1,024 A=0,005 A; 0=144+
' 5° r=097+1,00 A. Pasunua Mexay sHeprieit JinHeiinoit
. CTPYKTYpHl i1 3Hepriteit paBHOBECHON KOH(pOPMAUHI B BO3-

_—Ment=—11.000_cnm=L.

&

Gyxpenion - cocrosnun %4, maiitena papuoit 1370 CM"..t
(_C_'.CI"I), 1030 cm~! (CCIT+KB), sxcnepim: ‘3uaqemie—_:‘
770100 cm~l. - Pacmensenne  yposieit *, COCTaBHJIO |
12800 cn~! (CCIT), 14500 cm~! (CCIT+KB), sxenep- |

cyHTanHble reomerpuy. mnapamerpst 0=105,4° r=1,019. A |

'
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9B15, DJEKTPOHHOE pACWENJICHHe MEXAy COCTOSHMSA-,
s 2B, n 2A; pamukana NHp Bender Charles F,
Schaefer Henry F, IIL Elcciromic splitiing bet~'

~~— |ween the ?B; and 2A; sfales of the NH, radical. «J. Chem..—__

{Phys.», 1971, 55, Ne 10, 4798—4803 (anrm.) - ;

Metonom CCIT MO JIKAO Ges yueTa ir C YueTOM KOH- ———
¢urypal. B3aNMOIEICTBHS ((C BKJIOUEHHEM -xon(pwrypaum‘r,|
cozepiKalix He Gonee 'OLHOI cniH-op6HTam CBEPX Ba- ———
JICHTHOl OGOMOUKIt 1 B paMKax NMpPOUEAYPHr 1Tepau. Hary-:
panbibix opGuTaveit, I/IHO; paccuHTano OCHOBHOE (2B1) ——
¥ mepBoe_B036yxaentoe (*A;) COCTOSHNSA panukara NHz|

-y —‘/ W“Vg

.




B 0asice 00DBenHHENHbIX FayCCOBCKHX ynKwsi RoGas- |
JIeHneM ¢-wmt nowspusaumu’ d-AO ma N n p-AO ma H. {
Tlonyyensr cnen. onTu. TCOMETDHY, TIAPAMETPH B Metope !
CCII n UHO: 2B,, ZHNH(0): 105,4° 5 102,7°, rnyr: 1,019 |
1,055 A; 24y, 0: 141,9° 144,7°, r: 0,997, 1,010 A, ¢ pac- |
enennes 2B1—24; 12600 u 14500 cy-! iy 6apbepomj
niepexona u3 yrnosoit gopmu B JHHElHYI0 porsT COCTOSIHHS |

2A; 1370 u 1030 cm—1, Bhiuireniennsle 3naveHus  ciunopbix'
. KOHCTaHT COOTBETCTBYIOT SKCHEPHM. OLEHKaM. oo
A._II. Kaaruua |
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-H P AUNAL 'Q45735&'Elect(o};it:/sputt{g/b‘e;t:véthe 18, and 2A, stat{so?Yi

the amino radical. Bender, Charles F.; Schacfer, Henry F
' 3 III (Lawrence Radiat. L—:z’E, Univ. California, Livermor'é:

MHey Calif.). J. Chem. Phys. 1971, 55(10), 4798-803 (Eng). The.
§ oretical calcns. are reported for the ground and 1st excited states

- : of NH;. " A contracted Gaussian basis of 4s, 2p, and 1d functions
| is centered on the N atom, while for H 25 and 1p functions are
~—1,, | used. Both self-consistent-field (SCF) and multiconfiguration

91( ‘ 1st-order wave-functions have been computed, the latter using
the iterative natural-orbital method. The new theoretical ideas
{ were tested and found useful: - (@) Bunge’s partitioning of de-
i generate spaces and () a procedure for generating uniform sets of
I starting orbitals for multiconfiguration calens. © For the 2B, state
: ; the SCF, configuration interaction (CI), and exptl. geometries ™
i are 0 = 105.4°% r = 1.019 A; 0 = 102.7°,r = 1.055 &; 6 = |

103.3 = 0.5, r = 1.024 == 0.005 A. The analogous results for =~
| | the 4, stateare 6 = 141.9°, r = 0.997 A; 0 = 144.7°,r = 1.010 |
|

1A; 0 =144+ 5,7 = 0.97-1.00 A. For the upper 34, state the |
i barrier to linearity is 1370 cm™! in the SCF approxn., 1030 cm™? .

e Y ! from the correlated wavefunctions, and 770 & 100 cm™! exptl. T
gg 77 7{ m | The 2B1-24, splitting T, is- predicted to be 12,800 cm™ (SCF) |

@. . Z '~/ and 14,500 cm~! (CI), whereas the exptl. value is thought to be —
= l ~11,000 cm7!. Potential curves are shown and!electronic |

] ! structure considerations discussed. ' - —

3




' | W - gy LI
.:.4/_5/2,._:) ! - .

N305714, Molecular’ orbital study of NH., NO. and NF,.i
elBene; Janet (Dep. Chem., Youngsttwn State niv., Youngs-.
town,"Onio)- 7. Chem. Phys. 1971, 54(8), 3487-90 (Eng). The;
orthogonality constrained basis set expansion method was used to! __ CE
/i det. SCF wavefunctions for ground and lower excited doublet.’l
r ‘_,L_C&states of NHs, NO;, and NFs. The calens. on NO; and NFswere\-—— .
== = performed by using a minimal basis set, and both minimal and|
__w - extended bases were used in the study of NH;. Geometries and‘r_*____
- ~" dipole moments of the various states were obtained and found to
N/ be in good agreement with available exptl. data. Caled. vertical
and 0-0 transition energies in these systems were also found to
gppx:qxjmgga_t_llwp_t_l_. detd. excitation energies. RCJQ |

R A ,

o~
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" 21 B28. " Hccaepoanne minekyaspubix opout NHa, NO;
H NFy. DelBene Janet E. Molecular orbital study of

1377

NH,, NO,,"and NF,. «J.'Chém. Phys», 1971, 54, Ne 8,

3487—3490 (amur..)

C nomousio mpeanoxennoro papmanta Metoma MO
JIKAO CCIT ¢ onHOAeTEPMHHANTHOM (yHKIUHEl, BKIIOYAI0-
weit N MO, 3ausathix AByMst 3aektponamu u oany MO c
ONHHM 3JEKTPOHOM ¢ pa3soiKenueM GasucHoro naGopa, or-
PaHHYCHHBIM OpTOroHauabHOCTbIO (cM. P)KXuwm, 1970, 9516)

npoBeAell_pacuer cHCTeM ¢ AyGJIETHHIM OCHOBHBIM COCTOM-
wlem: NHp, NO, u NF, aas ochio -pPbIX_BO306V K-

JCHHBIX COCTONHAI TBapbHFOBANNCM N0 AJTHHAM CBA3el H
BaJe ) ry. st NO; u NF, ncnoabsosascs MunuM.

Gasuchblit HaGop B Bile 3 ['® na AO ¢ OHHAKOBLIMH 3IKC-

nonenramu aas 2s- u 2p-AO, nas NH,, kpome Toro, pacu-

X 19972/ @



peiibiit fia6op o 4 T'®, pasienennbix s panentisix AO:
Ha JBC TPYNMbl — BHEUIHIOW M BHYTPEHHIOWO (3+1 Td) c
ONTHMH3aUMNell MO 3HCPrHAM aTOMOB. gg.m NH,_ ocHoBHOIT;
Koudurypauneit spasercs 1a,?2a%1b:216,3a2 2B, a B co-
crosimin 24, anextpon ¢ 3@, mepewen ua 1by; BbIUICACH- |
Hble paccTosunst B MihuM. 6asuce 1,06 u 1,02 A, yrabl 100°!
1 131°, pasnocts suepruit 24,<>2B; 2,09 s6; B pacuipenHoN |
Gasice, coots., 1,01 1 0,98A, 108° n 144° u 1,13 36, AUNO/L- |
HbIiT MOMEHT MeHSIeTCst MpH paciuipenin Gasica ot 1,77 0|
2,40 D B ocnosuom i or 0,84 no, 097D B BO30YKACHIOM |
COCTOSIHHH, MPHYEM TOKAa3aHO, UTO OTJIHUMS CBS3aHbl HE NPO-|
cTo ¢ yBeamnvenHeM uiicaa I'd, a ¢ HX JeleHHeM Ha rpymmbl. 4
Hns NOz‘ocuomroﬁ koudurypauueit spasieres 1a,216222a,%-
3a,216,22b,23b,21a2%4a; %A, 3aTeM HACT TCPM 2A, C BepxXHH-|
M MO 3b22laxda® u 2B,...3bs1a:%4a,%. B mepeunc/eHHLIX |
TepMax HaitaeHbl paccTosiHs 1,24; 1,30 1 1,30 A, yraet 132°,1 o«
116° 1 95°, munoablivie MoMentst 0,19; 0,56 110,37 D, suepruit,
BoaGyznenist B 24, 0,37.1 B 2B, 0,86 96, B NF, ocnoBroit
Koudurypatiueit sBJISETCS 1a,21b,22a,22b,%3a21b,%1a5*3b,%- |
4a,22b, 2B, ¢ BaneHTHBIM yraom 102° H paccrommeﬁ 1,35 A, !
B BO30YKIeHHOM COCTOSIHHN 2A4; 3jeKTpoH ¢ 44, NepexoHuT |
na 2b,, yron 120°, pacctostnne N—F 1,37 A, mimosbiibie MO- |
smentot 0,49 u 0,39 D, 3Heprust po36y:xacuus 3,81 3s. i

. M. Isarkuua!

~ rmermem—
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_NH), paguess

y Formation .of NH, radical in a v-irradiated frozen

_aq. NaN; at > —196°.
2 SNSANG ©F

e P

. 1934/

08
aq%ﬂ%ide system. Moorthy, P. N.; Rao, K. N.; Shankar,
J. (Chem. Div., Bhabha At. Res. Cent., lrombay, India). —
Nature (London), Phys. Sci. 1971, 234(44), 17-18 (Eng). The .
NH; radical was obsd. in the ESR spectrum of y-irradiated 0.5M =

JHE-// &
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17 B42.

Konctantsl usorponnore ¢ BEPXTOHKOro pac<

7!

Wenaenus B pannkagax NH,, _Qliu SH. Bendazzo X

-l G. L, Bernards P

@l M1 eTi“PrIsotropic hyper-!

line ‘Coupling" constdnts for "NH,"OH and SH radicals.
— «Mol. Phys.», 1972, 23, N1, 193—196 (anrJa.) ;

Ha npirvepe pacuera
—OH .u SH o6eyiknena
BLIGopa GasucHpix AO
-—Kanax,

Doka (HX®D) ¢ amumnu

—orpainyedHsit Menox Xaprpn — Qoxa ¢ KoH¢uTypau. s3au-
vogeiicrsiers (X — KB, B pavkax st METO0B CO- .
— IOCTaB.1eHbl TPH €nocoGa suiGopa Gasncupix AO:

Tauns sumuy. 6asuca AO caeiireposekoro Tina Kuesesirs |
1 Paiivonan ¢ npencrapaermen kaxnoit AO B suge - |

HeeeroBanst HEONPANHYSHITbT

Koicrant su3omponuoit CTC B NH,, oo
ANSKBATHOCTb METOJI0B pacueTa i
B pacuerax xoncraur CTC B panu-
meton Xaprpn —
JIsHell KBapTeTiofi KoMnOWeHTo It

1) -

Heilnoit KomGuHauny 4-x FayCCOBCKHX _Gbymukumii, 2) mwm-______ ___

¥ AR N




‘Tauus JIBYyXIKCHOHeHTHOro Gasuca KaemenuTir ¢ aia.orii-:

Huiz npeicrastetniem AO, 3) crampapritnit 6asuc crpyi-

NHPCRALHLIX TAYCCOBCKHX (Y HKUMii, NPeANOIKe BT Beiisi-

pox (cat. PyKXuw, 1969, 11B15). B PacdeTaX  METOMOM:

HX® pazikaios OH i -SII, B x-puix opGuravbioe co-:
. CTOSMIC ¢ieCMaperHoro SJCKTPOa JBAXKALL BLIPOMKMLENO, |
npiuMeliesr MeTo cpenieil SUepriy KOuMUrypaiH, 0606- |
weHHEIt asTopays Ha cayuait serona HX®. Haiuneuo, urol
“Gaswmcuuiit wa6op (1) MPUBOAHT K NPABIIBIOMY 3laKy
nopsaxy seanumusl kouctant CTC oT mporonos am i K,
Hey08 1 TBCPHTRIBHBIM  Pe3yJabTaTaM I8 KONCTANT CTC;

OT sigep TAKeIbIX aToMos, Gasucuuiit sraGop (2) npupoauT

K XOpOleMY COTTAcHIO ¢ IKCNePHM. — SHAUCHHAMH Gy H.°

an, oanaxo, B cayuae pagukama OH seron HX® naet!
COIIKOM Mavoe 3Haueie do, a Meroq XP — KB naxe
HenpasitTLHoe 3iHayenle 3iaka ao; GasuCIbLI natop (3) B

sveroge HX® npuBoauT K 3naueHHAM KOHCTAUT, 3uaui-i®
TeMbHO {1p2BLIAIOULHM SKCICILM, BETHVIMLL, 11O Ta e CH-|

cTeMa B Merode X® — KB TpHBOAHT X GIFAUHTEbHO JIYU- |

eMY. COTIaciio ¢ JKCnepiMenToM. ABTOpPb NPIXOAAT K

ciel. BLIBOZAM: AJA JOCTATOUHD TOYHBIX PACYCTOB BeJi-

~ynzt Konctant CTC OT sidep THKEJNLX ATOMOB 11E0GXOIM |

Louelb Goabiwoit Gasic AO; caeiiteposckuie AO cyutecTsel-

{0 NpednGuTHTRABHEeE B TAKHX PACYCTAX MO CPABHEHHIO c

rayccossimit AQ; mpH Heno b3oBanuH 0aguca rayccoBbX AO,

— -metoa X® — KB npeanoutntensiee merora HX®. ’
r. M. JKngomipos
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9 J1154. M3oTponibic KOHCTAHTHI cBe?IXTo:iKofé_ESa)iide

‘neficreust paankanos NHe, OH n SH. Bendazzo-:

'1iG. L, BernardiF, PalmieriP. Isotropic hyperfi-
'ne coupling constants for NHp, OH and SH radicals.
«Mol. Phys.», 1972, 23, Ne 171933196 (aura.)

B paMKax. HeorpaHHy€HHOTo H OrpaHH4YCHHOrO MeToAa

" Xaprpn — Poxa (B nocjeinen cayiae yulTBIBaJI0Ch KoHpH-

rypau. B3ZIHMOIL(H'!CTBIIC) BBIMOJIHEHbI  pAcCuCTbl KOHCTAHT

cBepXxTollKoro B3anmozeiicTsist aas paaukanos NHz, OH u |

" SH. Pe3ysbTaThl -pacyeToB MPHBC/H K CJAELYIOLUIHM -3aKMO-

yenusiM., JIJs nosyyeHist TOYHLIX 3HAa4YeHHil KOHCTaHT B3ai-
MOJICIICTBIST HEOGXOANMO HCI0/IL30BaTh GoJbLIHE 0pOHTalb-
Jible Gaslchl, npHYeM BLIGOP (OPMBI BOJIL (-UHH FABHCHT
oT npuponnt icnoab3yemuix AO. C opGuramit CI9TEpOBCKOro
tuna ucorpanmyennbiit  Mmerox  Xaprpu—®oxa  paer,
NO-BHANMOMY, JyHlliee OMICAKHE CHHI-NOJISPH3AHOHHBIX

ap¢pekron. C opGHTAaMH FayccOBa THNA OrpaHiueHHbIT METOX |

Xaprpu—®oxa ¢ yyeToM KoHQHIYpaL. B3aHMOJAENCTBIIs 06-

" napaer HEKOTOPLIMH TNpEeHMYyIecTBaMi NpH KOppCKTHpOﬁKe

HCNPaBIBLHOTO MOBCAEHHST rayccoBblX opOuTaseil BOMH3I

————ee e . _

| SACp aTOMOB. . - 10. Ynaunu 1

N
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51343. O CTPyKType noaocs Llycrepa, Weisbeck
Roland. Zur Strukfur der Schuster-Bande. «Z. Natur-
forsch.», 1972, 27a, No 11, 1687—1688 (nem., pes. aunL) .o -~

Ionoca Wlycrepa Habaoxanacs p CNEKTPe 13ayyeHns
CBUY-paspsna’s TIpOTOKe amMiaka npn gaen. 10 mu pT.CT. |
B omurie or CCICKMPOB H3.TYHEHHS Tielowiero g Gapbepio-

Fo paspsaos na done auddysnoir fosockl ¢ agyms mag-
CMymaMu npu 5643 11 5681 A OCHapy»eHo Gonblige YHCT0, '
YSKUX HHTCHCHBHBIX auumii, yacrs y3 KOTOPHIX npHHagiz- |
AHT  pannkaay NH,. Ocranpiue JHHHH,  Mo-BHANMOMY, |

TNpHHaMTeKaT™ FMOTOaTOMH bl AL MoJIeKyaM, oépaaonauubm}
~aroMamn Ny H, BuGJr._ﬁJ\l.m_ . B. A,rxexcal_l;p_qs_ |

\(/ e Tarenec /)///j)




M, JW -2 1992

9B168. O crpykrype nonocst Ilycrepa. Weisbeck,

Roland. Zur Struktur der Schuster-Bande. «Z. Natur-! .

forsch.», 1972, 27a, Ne 11, 1687—1688 (uem., pes. aura.)

B cmektpe menyckamns MB-paspana B ammuake (p=

~10 mM) B obnactu 5600—5700 A uaGmopann mosocy

1llycrepa, NepekpHITYIO PSAOM PESKHX HITCHCHBHBIX JIHHHIL

Ciedci]p  Tlpumepuo nonoBHHA N3 STHX JIHHING OTHCCeHA ci-nosoce
VNG, paanxana NH. Ocranbhbie Juilin e uaenTHUUHpOBalLL;
» OHM, NOTBHAIMOMY, NPHHALNEXKAT HEK-POIl MIOroaToMHOI

MoOJeKysie, cocrosiuleit u3 atomMos N u H. Pesiome !

X.1973. §y9 ..,
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 7B27. PacWThl HeGOALWHX M anndaTHueCKnX paamka-

aoB B npuoamxkennn IMNAM gas  oTKpoITHIX  06oJ0ueK.

INEKTPOHHBIC CMEKTPbLl M HCKOTOPLIC CBOICTBA OCHOBHOIO

CNDO treatments on small and .aliphatic radicals. Elec-

tronic spectra and- some ground state properties. «Theor. :
chim. acta», 1972, 27, Ne 2, 121—134 (aura.; pes. newm., |

¢dpanL.)

IMo cxeme orpamiuennoro merogza CCIT MO JIKAO nas :

OTKPLITBIX O0osiouek B Bapuantax Pyrana (P) u Jlowure-

1972,

!

cocrosinna. Zahradnik R, Carsky P. Open shell :

Xurrunca 1 ITonna (JIXTI) ¢ orpaHHYeHHBIM ydYeToM B3an-
MOZAENCTBHS OAHOKPATHO BO3CYKAEHHBIX KOH(Hrypaumit -

paccyHTanbl 3JeKTpOHHble crekTpbl i IIT HoHusaumn panu-
kaaos BH, (I), 2 (1), HCO (III), NO, (1V), NF,
(V), HNGN (VI), BOF, (VII), H,NO (VIII), H.CN
(IX). B pacuetax HCMOMb3CBAHO BaJIeHTHOE NPHOJINKCHHE
IMNATT/2° w. sapuant IIOI Heav-Bene u  Hxadbde
(ABO) (P)KXum, 1968, 22B74).- Oas I—V- no cxeme
ITTAT1/2-JIXTT paccumTana paBHOBecHasi reoMeTpHS B OC-
HOBHOM COCTOSIHHH, Pa3HHUA MEXJy BBIYHC/JAEHHBIMH H Ha-
6niogaeMbIMH AJHHAMH CBsizeli M BaJeHTHBLIMH - YIJaMH Je-

V4

H @

228

Ll



_ _TIepHMCHTOM.

2xurt B npegenax 0,02 A u 5° Has paaukanos I, VI, VIII,
1X oGcy:kaeHsl pe3yJabTaThl pacueTa JAHMOJABHBIX MOMeEH-
Tos. Cuenan BuIBOA, uto cxemol IITTOIT/2-P w ITITOIT/2-

JIXIT paior 6am3KHE pe3ysibTaTbl M YAOBJICTBOPHTENBbHO -

1epPeaaIOT PABHOBECHYIO FEOMETPHIO H INMOJbHbLIC MOMCHTDI
B OCHOBHOM COCTOSIHHM, TOr7a Kak viasi pacuera ITr nomn-
"3aUHH M 3JEKTPOHHLIX CMNEKTHOB NpPEeANOouTHTENEeH BapHAHT
OB, maowuit yaoBaeTBOPHTEJIbHOE COOTBETCTBHE C 3KC-

450,

vdne

~ T M. JKunomupos
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1973

meroaa Xaprpu—®Poka a4 pacucTa nOBEpXHOCTEll MoTeH-
UHAJAbHOI JHEPrHH MaJdblX  CBOOOJHBIX paauKamos.
Brown R.D.,, Williams G. R. Application of the ab- :

initio UHF metihod to the calculation of potential energy |
surfaces .ofr small free radicals. «Mol. Phys.», 1973, 25,

Ne 3, 673—694 (amnr..) .

B pavkax ucorpaunuciioro  Meroia  Xaptpiu—®oxa
(HX®) nposeaci pacuer Ttpex cocrosinnit NHo (2B, 24,
2B,), a Takxe ocuosnoro (24;) - u l-ro Do30YyxIeHHOro
(2B)) cocrosinuit BHz 11t CHot. Tlpu pacuere 1cno.1s30BaHst
dyukunn HX® u™Qyukuimi, 8 K-pbix #3 Qynruin HXP pe-
KJIOYCHA KBapTeTHast CMHHOBAst KOMMOHCHTA., Pacuerhl BbI-

noaHens! B MuuiM. Gasuce caefirepoBekux (GYHKUMIL, K-pble -

NpH BLIUHCJACHHH PSAAa MBYX3JIEKTPONHLIX HHTerpaioB (oG-
MEHHBIX, PHOPHAHBIX 1 MHOTOLENTPOBLIX) aNNPCKCHMHPOBa-
auch 3 rayccosuiMi AO xamnas. Ias scex cocTosiHmit nomy-

aran

HE~bog

, 01‘26}“

X 19230 18 € K Pucece i,
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HUCHBL MCKDAAEpHLIE pacctosnus R (AH) u Baneurtible,
yraot 0 (HAH) pasuoBecubix KOH(urypauni (THI cHMMer-
puit Cpy), JAHNONBLHLIC MOMCHTHI, CHJIOBLIC NOCTOSIHYbIE, OC-'
HOBHbIE YacTOTLI KoJeGanHil, KOHCTaHTbI u3orpontoro CTB u
SJIEKTPOHHbBIE TepMbl. PaccuHTansl cnieHOBbIe H NOHbIC 3a-
CeTCHIOCTH, Pe3y.1bTaThl pacyeTon COIMIACyIOTCS ¢ HMEIOWIH- -
MHCA SKCmepuM. JanHbMH. OnpeieneHsl BeposiTisie mpo-.
AYKTBL JHCCOUMAUMH AJs BCeX cocTosHuil, :OTMeyeno, uTo
npit nccounaunn CHpt o6a cocrosnus 24; n 2B, jtaior
aroM C B OCHOBHOM COCTOSHHIN, a NPH MHCCOLHALI BH,:
(3By) moaywaercs atoM B B BO30Yy:KACHHOM COCTOSIHIH
(*P). HMana ouenka omepruir :amccolmati BCEX Tpex co-
CAUHCHNIT B yKa3anHBIX cocTosinusix. Ilpobeien axaus J10-
Kamusosanubix MO, mpnuem ocoGoe sumMaimime YyIeJeHo'
pacnpeie/CHIIO HECBASLIBAIOMIHX I.ICKTPOHOB, TAE pasmi--
uig MO 14w pasubix cmumos mauGosee cymiectsenns. C
noyownelo TeopeMbr Kynysnca onpeneaenst Tt sionusam,
corsacyromnecst s NHp, u BH, ¢ sxcnepHMeHTAIbULIMH B j
metenax 1—5%. M. E. Epaviknza
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QMHL 16 5170. Hayuemne McTOLAMH  9JeKTPOHHOTO ~napa-

MarHHTHOro pe3oHanca M CHEKTPos (UyopecueHuHH TNpPo-
uecca oOpazopanusi papukanoB NHp® npu aneKTpoHHOM .
.yrape B NH;. Marx R, Deroulede A, Mau-.
claire G, Wallart M. ESR and fluorescence spe-:
ctroscopy . investigation of electron impact formation of :
NH, radicals in NHs. «Ber. Bunsen ges.' phys. Chem.», -

- pf lo « 1974, 78, No 2, 205 (anrx.)
g Meronamu_JIP, HOHHOro NHKJOTPOHHOrO pe30HaHCA K
7 P K@d4 cnéktpos ayopecuenuun usyuern pacmax monexyna NHj
. mpH 3MCKTPOHHOM YAAape C SUCPTHAMH BHILIE H  HIbKe

notenunasa nouudauwun NHa. TIpn sueprusix Beime 123p -

~50% naGmonaembix pamukanon NH, o6pasyercs wepes

Bo30Y:KAEHHLIC H CBepXBO30y:KIeHIble COCTOSIHHA, - a

. ocTasbHAst 4acTb —MNYTeM HOHNO-MoeK. p-umit. ITokasaro, -

gro o6pa3opanuio paAnkanoB NH, B ocHOBHOM u Bo3-, -

a/, / f H GYyK/ICHHOM COCTOSIHHIX COOTBETCTBYIOT IBa MAaKCHMYMa
g ; B 3JIEKTPOHHOM H (OTOHHOM BO30YIKIEHHII. P. I. M.

b S @) NHs pusag[200)

\
\



K

792Y

gfv%’//f 2% /fmw -weccly

/ o)gawo. 2294 /// Ma/,/ o4

%ééwfaﬁazww e~ Ko

abfgma %, gm/w 7a_

/Zjaa v

7% o w%,ﬂa;a:




o077d Eic Y3Ye 7974

i
|

/‘//»{ \ 1B1111. ° TeopeTuuecckoe OGCYKAECHHE HEKOTOPHIX HO- |
i 9~ bix B030yxpaenHbix cocroanuit NH, gy BF.. Thomson -
' ‘ Kolin, Brotchie Douglas. & thicordtical discussion

P> 17 (’o some novel excited stales of NH. and BF, <«Mol.

= - "Phys.», 1974, 28, Ne 1, 301—303 (aur..)
2. _. Ha ocnopamnii pacyeToB pas/muHLIMII HESMMIHPHY. MeTo-

lIaMH“MO oﬁcy}K}laeTca BO3MOXiHOCTb CYLUCCTBOBAHHS AJS

’ .,NHz u BF, Bo30yxaennsx coctosiiit ¢ cummerpueir 2B,.

{ ‘ Corsiacio H3BCCTHBIM H3 JIHT-pbl pacyeTraM, ONTHM. reoMeT- .

pus NH2(2Bz2) cootBetctByeT atomy N B B036yx/aeHHOM

! 4
lb&/!'/tﬂ’//" él ceerosinmi, c1abo cBA3aHHOMY ¢ MoJekyaoit He. [Tokaszaro,
e YTO STOT BLIBOJ OWIHGOYCH H OGYC/IOBJICH HETOMNOCTBIO Of-

\ nokondurypau. npubmukenus. B nefictButeasioctn NHp-
/(232) NOMKIIO ObiTb HecTaGHablbM. Pacuer BF, nokasp-

‘BaeT, 4TO JUIST 1CTO BO3MOXHBEL 2 CTaGHABHBIX ' COCTOSHIS
2B, ¢ yraamu Mexay a3y B—F 46 1 60° i paccrosinns-
mu F—F 25 u 3,10 at. en. coots. (y F, 310 paccrosie
paniio 2,68 a'r:'ezl.);. B. E. Ckypar

. | @m Ny oTTLH ¢

x /975 /7 | Dpadecon
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bripurec Y3vG 197y

1131z ™ Teopetnueckoe 06CYXACHHE HEKOTOPLIX HOBHIX
- . B0O36yxpaehHbIX cocTostunit Mmonekya NH,, BF,. Thomson.
Colin, Brotchie Douglas. A ffeorcfical discussion i
of some novel excited states of Ni., and BF;. «Mol.
__-Phys.», 1974, 28, Ne 1, 301—303 (amr.1.) :
. OG6cyxnaercs- noayuennoe (P)KPus, 1973, 9/185) BO3-
. GyxJenHoe cocTosine cHMMeTpHN 2B, amuHopaankana NH,
n pannkana BFz. Yxasauisle coctosuus o6napyxens B pe- -
...... 3y/abTaTe HESMNHPHY. DACUeTOB Ha CJASTEPOBCKOM Gasmce;’
"'p paGoTe HcCenyeTCst BJHSHHE HAa Pe3yJbTATH BKAOYeHHS .
noasipusaunonnblx ¢-uuit. Corsacue ¢ pesynbtatamu (cm.
7 uuT. BbILIE)  YAOBJETBOPHTenbHoe, [lesaertcst BHBOJ, uTQ'
COCTOSIHISA cHMMeTpiH 2Bz HecTaGHJbHEL B pafnKasne NH,'
“u craGuabnel B pajnane BF. B 3. P.A.

.
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i 1977

. (—"—‘," Pl (B e S
= 9 &/ ‘/."351371:1 Theoretical discussion of

amidogen_and_difluoroboryl. Tho

Mol. Phvs. 1974, . 28(1), 301-3

b L HMHane ke o,

novel excitad states of
mson, Colin; Brotchie,

Douglas  (Dep. Chem., Univ. St. Andrews, - St. Andrews, Scot.).

(Eng).- The restrictod

Hartrec-Fock method with a near-ilartree-Fock basis set was

P S 1 to det. the optimal geometry of NH» with 2Bz symmetry,
. 27 | This was bounc i the single-configuration e
M ’ M‘ This state of the radica i m \‘

. ~Fock calens. on 21 states |
%{If’/(’/ approxn. Ab initio restricted Hartree-iock calens. on Ii.(st'ltesli

%@ of BF2 were performed using small Gau-

sian basis sets.
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PH, ,CH,, JWJ  H, 0 Qv/xs*

Wﬁﬁffﬂoé .

Cltrns . Phays. M 1974, 29 //

12-19.
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N e 10 1462. -Oungpyxenne pamukana Ni, merogom Ja- |
. zv‘)scpnoi MarHHTHO-PE30HAHCHOIl = CHCKTPOCKONHH. Da- ' -

vies P. B, Russell D. K, Thrush-B, A, Way-
ne F. D. Detection of the amino radical’ NH, by laser
9magnetic resonance spectroscopy.  «J. Chem. Phys.»,
/1975, 62, Ne 9, 3739—3742 (anra) o = :
Hcenenosano_moraouieHie HanyueHys sazepa Ha napax
BOABl B PCAKUHOHHLIX © Ta30BLIX cMecAX B NPHCYTCTBHH :-- -
CBY-paspsna kak -UHs HaNpPSKEHHOCTH  MarH. Tous.
Hccnenyemast - cMech TiOMellasacb B Pe3oHaTop Jasepa. ¢
., OO6uapy:eHLl Junuy moraowennst pamikana NH,, coor- |
¢ BeTCTBYIOLUHE HIKHEMY KosebateJbHOMY YpPOBHIO OCHOB- -
" HOro 3JIGKTPOHHOTO cocTosiist 2B; 1 OTHeCeHHBle X oT- |
JleIbHBIM  3€EMalOBCKHM KOMIONECUTAM BpPALLATCAbHLIX Te- ;.- --—_ .
ST pexoa0B_220—3y (78 Mk, HaO-nasep), 1ni—2% (118,7 wmx,
H.O-nasep) 1 735—74 (108 Mk, D,O nasep). BuGa. 18,

m e - I SR

_E. Anekcaunpos

” q!/j/ﬁr//lﬂ I —




"18552¢ Detection of the amino radical NHz b_\ laser

1.~ magnetic resonance spectroscopy. Davies, P. B, Russell. D.

K.; Thrush, B. A.; Wayne, F. D. (Dep. Phys.-Chem., Univ.
_Cambridge, Cambridge, Engl). J. Chem. Phys. 1975, 62(9),
3739-42 (Eng). Laser magnetic resonance spectra of the NHz ™~

| _radical in the lowest vibrational level of its 2B1 ground electronic

state were detected, using far ir H:0 and D20 lasers. The
 wspectra were assigned to individual Zeeman components of the:
== rotational transitions 2:0 = 3a (78 um H:0 laser), 1 = 220 (1186 —
am H:0 laser) and.7as = Tus (108 um D20 laser).
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. i 10 1173.  Mounekyaspnas peopranusauus NPH Honwsa- |
J//J unn u po3byxaennn: N, NHy*, NHp—. HeatonM.M, !
,’Z- Cowdry R. Molecular réorganiZalion upon ionization ®
I’ —- and excitation: NH,, NH,*+, and NH,~ systems. «J. Chem. ,
'/i Phys.», 1975, 62, Ne8, 3002—3009 (aura.)
L Ha npumepe Mosexkyast NHp n nomon NHat n NHz— nc-
t Wd@ CJIEIOBAHO H3MeHeHHe 3JIeKTDOHHOI CTPYKTYDBHL MOJICKY.Th( o
AAACEALLC py woniizauni nH J0DABJCHHI S/eKTpona H poa0yxne-
2 Eyz l€7 Himi. PacyeTsl TNPOBOITICH -HEIMINPHUECKH B rayccoBOM
/

: 79 44 OGasuce. TMonpoGHelil ananu3 3aceeniiocteit no Mananxeny

20 H’ﬂ/ aK JuIsT OTACJIbHBIX MO, Tak u 1Js aToMOB TOKa3ad, uto |

filepecTpoitka MpH JOHH3ALHH 3aTparHpaer TJabiibiM o6pa-
30M CBS3bIBAloOllHe, a MpH Bo36y>«11emlg——Banelmlue op-

_ OHTanu. . . Bapanoscxkuit

/w




LS - 2499

7975

X127~ 57

on M. M., Cowdry R. Molecular reorganizatio
ionization and ‘excitation: NH,, NHo+, and NH
jtems. «J. Chem. Phys.»
(aHra.)

5 Gasuce rayccoBblX GYHKWN DAacCUMTAHH ocHOBHMe !
Hit3KoAeKale BO3GYXKACHIbE cocrostnig NH,, NHy+ .
NH,~ ¢ Ueablo H3UCHIIsS ‘HIMEHCHHI CTPYKTYpHL. T 37ox. |
—— - an) fnpH HOHH

ponnoit naornoctn (IIT) ‘np 3auHn 1 BO3GYKpe.
wint. J1s Beex COCTOSHMIT MPOBOANIAChL ONTHMH3AWIA reg. |

setpuil. OGnapywxeHno, yro pacctosie N—H nouti pg.:

_cTOSIHHO, TOTJa KaK BaJeHTHBIT Yroa memserest oT 103 o
144° B 3aBECHMOCTI OT YIC/IA 3MEKTPOkop y paccMartpipae.,
MOro CocTosmmsi. Bbimosmen  aHAMH3 3jceICHHOCTEli o

O\ 19 B42. TMepecTpoiika MOJCKYN NPH MOMM3AWMH H BOs-\
})/)Knemm. Cuciemnl . Nilp, NHo* - NH,-. Hea-/

n upon:
. 1975 62, Ne's, 3005—3000]

5 [ : ; i
Meronon CCIT ¢ yuetoM komduryparn, Bsau.\wueﬁcrmml

D=



Maamkeny, ITokasawo, uto mpi BO3GYMACHHH M HOMI3E-,
"UHI MPONMCXOIHT 3HaunTesbHOe —Iepepacnpeneenue DI
B uactiocts, Bo3Gyxaenne NH; npHBORHT K yBeIHUCHHIO,
JIT B obnacti siapa N n ymenbwenmio IIT na sapax H,
TOrAa kaxk Bo3byxmenne NH,* puawsiBaer casur SI1 B
NPOTHBONOIOKHOM  HampasieHnn. OOCYXKIEHO  BIHAHHC
BO30YXKAEHHA N Honusauun na otaeabhsle MO. Orveuena
.,BaXKHOCTb y4eTa KOppeJsiii MpH COMOCTaBJECHHH 3JIeK-»
TPOHHOM CTPYKTYpH 1 _pacuere SHepreTiy. pasmocrteit (oco-

. ’
Geliio BeJMUHHBL  cpoacTBa K 3JCKTPOHY).
j o A. B. AGpaymeHroB
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) €8551z Laser fluorescence of the smidogen radical and
e rate constant measurement of the amidogen radical +.

nitrogen monoxide. Hancock, G.;- Lange, W.; Lenzi, M;™—
Welge, K. H. (Fak. Phys., Univ. Bielefeld, Bielefeld, Ger.)..

C‘/wz//% B
|

Chem. Phys. Lett: 1975, 33(1), 168-72' (Eng). Laser induced
_ fluores from the A24: state of the NH2 radical, obtained by:

“different methods, was obsd. willi @ tunable dye laser ay'
/ 7 / excitation source. By using pulsed photolysis of NHs to produce |
2 76 el cj‘ NHa, the fluorescence technique was employed in a 1st gay ™ -
7724

7

7 kinetic application to measure the rate const. of the aeronomically

+-interesing NHz + NO reaction at 298°K. ‘A value of (2.1 £ 0.7) —
X 10-11 cm3 mol.-1 sec! was obtained. ) ) ,‘

W @D .aq5H 7”“"‘"7‘_*";

DA AL NN
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5 J1869. HuayuuposaHHas nasepoM  ¢ayopecueHUHs
NH,(%4,). H3aayyaTtenbtble BpeMeHa XXH3HH H CKOPOCTH TY=.-- — - -—--
IeHHsl CTOJKHOBEHHEM JJs OTAeabHbIX coctosuui, Hal- .
pernJ. B, Hancock G, Lenzi M, Welge K. Him—nv-—
Laser induced fluorescence from NH2(24;). State selected
radiative lifetimes and collisional de-excitation rates. «J...

Chem. Phys.», 1975, 63, Ne 11, 4808 —4816 (aura.)
Paauxansl NH; B OCHOBHOM 3JIEKTPOHHOM COCTOSIHHH MO-,
JyyanHch NPH HMIyJabcHoM ¢oTonmn3e ammuaka. OTaenb-!
.Hble Bpawartenbiibie ypopHu coctosuna NHz(?4;) mmmysbe-;
HO BO3.YXIaJHCb NEPecTpaHBaeMblM Ja3epoM Ha KpacHTe-
-ne. WamepeHbl  BpeMeHa  3aTyXaHHs  ¢JyopecueHUHH, _ -
NHz(2A;) B 3aBHCHMOCTH OT TNOJHOTO MABJEHHS CMeceil
NH; ¢ pasiHyHEIMH Tywamumu rasamu. OnpefesieHH KOH-
CTaHTBl CKOPOCTH TYILIGHHS H BpPeMeHa XXH3HH BpallaTtelib-
HBIX ypOBHell BHODOHHbIX COCTOSIHHAl TNPH HYJIeBOM naBJe-




HHH, GJHM3KHC K H3JyyaTeJbHHIM BPeMeHaM JKH3HH KoueGa-

TeJAbHBLIX COCTOSHHA. THORYHBIM  siBAfeTcst  3HAYEHHE,
10 mrcek mas cocrosuus (0, 9, 0). KoncTaHTel CKOPOCTH

Tymwenns coeroands (0, 9, 0) pasJHYHLIMH ra3aMH OTHO-.
cATCH Kak NHs:CO:Hz:Ny:CHy: Ar: He=1,0:0,47 =
:0,46:0,40:0,30:0,152:0,145. KoucTtaHTta CKOpPOCTH Ty-''
menns  ¢ayopecuenunn  mosekyiamu  NHs (k=1,0-
-10-9 cm®mosexyan—'cek—!) ‘onmnakoBa Ans Bcex BHOPOH-,
bIX yposHeit cocroanis NHg(24;). C nomowsio nepectpa-
HBAeMOTO Jia3epa HEMpepLIBHOrO  JEMCTBHA  NOJYUCHBI!
CneKTphl CTalHoHapHoit ¢ayopecuenunn NH,. Hccnenosana,
nepenauya sueprun B coctostuni NHz(2A;) npu cronkuose-,
nisix. [TokazaHo, YTO CHMMETDPHUHBIT HJH AHTHCHMMETPHY- |
HBll XapaKTep BpallaTeJbHOrO ypOBHS He H3MEHSeTCS TpH !
croakHoBeHuH. Buba. 15. ‘ B. C. H.;

f

. k. : ‘ {
s i
- Hep. i
=P ] !
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# B
iy ’] 10 51284. Bo3Gyxpaennas Ja3epoM - ¢dayopecueHuHs
NHz(24,). Hanyuarenbnbie ~ BPCMEHA KHIHH H CKOPOCTH
SeSEs A J€3aKTHBAUMH COYJAPCHHSMH CEJCKTHPOBAHHLIX COCTOSIHHI.-

. Halpern J. B, Hancock G, Lenzi M, Wel-
e~ e K. H. Laser induced fluorescence from NH:(24,).-—
State selectred radiative lifetimes and collisional de-exci-

““lation rates. «J. Chem. Phys», 1975, 63, Ne 11, 4808—

P EF 2&6__4816 (anra.) _ T .
' Hsyuena c¢iyopecueHuHs (dn) CBOGOMHBIX PaAMKANOB ™~ ~

SO I NH, B Tepexone TA>72B, npH BO3OYXIAEHHH  Jla3epoM.
pa3MHUHBIX BpalLaTe Ibli0-K0ae6aTeIbHbIX cocrosiumit. Tlpo-~-
BOLMJH ONBITHL ‘2 THMOB: 1) H3YuaJn KHHETHKY 3aTyXaHH
&a npx 0o0pa3oBaHHH ~ OCHOBHOTO cocrosuna NH,(2B,)"
HMIYJbCHBIM  (POTONH3OM NH, npu naBa. 1—40 MkM
T ero ToCJAeAyiolleM BO3GYIXKICHHH HMMNYJLCHBIM TIepecTpan-
. DaeMbM Ja3epoM Ha Kpacureac (RAHTENBHOCTD MMIYJbCa .
5 HCeK, CNeKTpaJjbpHas LIHPHHA ~0,4 cM—! B ananasone
510—670 nM); 2) H3Yyuamt COEKTP cranuoHapHoit ®a NH,,.
06pa3yemMoro TpH MPOTYCKAHMH CMECH NHs+Ar npu noa-
HOM JaBy. ~1 MM uepes 30HY CBY-pa3psina, nph Bo3-. .




T — P—_ -

Oyxkaennn O ‘HenpeprisHbiM TnepecTpaHBaeMbIM J1a3epoM
Ha KpacuTene €O CneKTpaiboii. wmpHHOR 0,02 cM—l. |
B onbitax 1-ro TtHna NPOH3BOMHIN 3aceJICHHE OTAEJbHBIX
BPalaTeIbHLIX YpOBHEN B Pas/AHUHBIX BHOPOHHHIX COCTOSI-
HHAX H H3MepsiIH CKOPOCTH 3aTyxamms O ¢ ITHX ypos-
Hell B 3aBHCHMOCTH OT aaBa. rasa, -Tlo sTum pmaHHEM .
ONpeneNsii BpeMeHa XKH3HH T, BO306YXIEHHHX COCTOSHHIT |
TIPH HyJIEBOM NaBJX. H KOHCTaHTHI CKODOCTH kg HMX Tylue-
HHs pasmiunmivi rasamu M. Haiimennsie 3navenus T, co-
OTBETCTBYIOT M3NyyaTeJbHLIM BpeMeHaM KH3HH  Koaeba- |
TEJABHBIX COCTOAHMA. JInst ‘BHGPOHHOIO COCTOSIHHS (0,9,0) .
To=10 Mmkcek. as M=NH,; £;=1,0-10-2 cM3/MoneKyaa -
*CCK, HE3AaBHCHMO OT BHGPOHHOrO cocTosmMs. Jlas Tylue-
Hua yposHeit X (0,9,0) cooTHowenus kg nas pasnuunbIx.:
TaKOBBI: NHg:CO:H2:N2:0H4:Ar:He=l,0:0,47:,
:0,46:0,40:0,30:0,152:0,145. B ONbITaX 2-ro THNA Ha- .
01101311 CTOJIKHOBHTEbH LT TNepeHoc 3HeprHH ¢ BO36yXK-
AdeMOro /1a3epoM BPAILATENbHOTO YPOBHA Ha ZIpYrHe YpOB--
Hil TOro xe BHOpOHHOrO cocTosinust. Ilpu Takom nepeHoce
CHMMETPHYHBIT HJH aHTHCHMMCTDHUHLIL XapakTep Bpala--,
TEILHOrO ypOBHsI He HM3MeusieTcsi, T. e. nmpH COymapeHHsIX |
TPOHCXOAHT' TO/LKO TEPeHOC a<>a H S<>S-THnog,

B. E. Ckypar

S 4A mennm K RGN T Anru®  wamam ..




. State selected radiative lifetimes and collisional deexcitation,——
rates. Halpern, J. B.; Hancock, G.;. Lenzi, M.; Welge, K. H|
(Fak. Phys., - Univ. Bielefcld, . Bielefeld, Ger.y. J. Chem. Phys.!
1975, 63(11), 4808-16 (Eng). Time resolved-fluorescence from:
1 the 1st excited (241) state of NHz was obsd. following excitation |
of the radical in its ground state by means of a pulsed tunable
dye laser. Specific rotational levels within a no. of vibronici
Mates were populated,- decay rates measured as a function. of:
total pressure for a variety of added gases, and zero N{)ressure ;
lifetimes and collisional deexcitation rates evaluated. Measured
tero pressure - lifetimes - are _good approxns. to the vibrational|
date radiative lifetimes, typically. 10 psec for the (0, 9, 0) state.: .
Collisional deexcitation rate consts. were measured as 1.0 X 109
m3 mol.-l-sec-! for. NH3, independent of vibronic state, nnd.for[
the (0, 9, 0) level were found for other gases in the. ratio !
NHyCO:H2:N2:CHeArHe = 1.0:0.47:0.46:0.40:0.30:0.152:0.145, |

By using excitation by a-tunable cw dye laser, steady state
Igec NH: were obtained and collisional energy .transfer '
) sd1. within the (241} excited electrontcstateof “"NHz. Transfer |
a3 obsd. both within- the tnitintly populated vibronic State and :
1o other such states within the same overall vibrational level, :
The symmetric or antisymmetric character of the rotational level -

; .2, ¢ temained unchanged in collision, i.e., only @ = a and a
/ﬂ/-//% éy’/{/y|-\"ﬂnsfer occurred.g, ar - X Y o and s = -

Co s - ' 772
4 /—/‘% l\84:517fﬁh Laser induced fluorescence from'nmino(ﬂm).f
V)

'
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i §7927t Fluorescence spectrum of the amino radical
i__ excited by a cw [continuous wave] dye laser. Kroll, M.
N m{ (Div. Phys., Natl. Res. Counc. Canada, Ottawa, Ont.). J.
\“_J_ Chem. Phys. 1975, 63(1), 319-25 (Eng). The fluorescence of —.

__ at a~Total pressurc of ~1 torr, was excited by a cw dye laser—
operating at 5600-6300 A. Values were obtained for the
__ vibrational energies Go of the (0,1,0), (0,2,0), (1,0,0) (1,1,0), and -
(0,4,0) levels in the ground electronic state from an anal. of the
emission, which extends from 6300 to §700 A; approx.. rotationa!

o g ) the free radical NHp, produced in-the gas phase in a flow system:

'\
=

ST T ] N consts. (4, B, and C) were also derived for these levels, The.

__§ _ effects of collision-induced rotational transitions were obsd. '

eI . exptl,, and the sclection rules that govern these transitions are
N discussed. | L o

) . 3 | ‘ e _ =
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“Mbiil_1a3epoM  HEMPEPLIBHOTO  peifdToig Ha' KpacHTene, - - -
‘2/ Kroll M. The fluorescence spectrum of NH, excited

by a cw dye laser. «J. Chem. Phys.», 1975, 63, Ne ! - ————-
-—-——+ 319—325 (anra.) i

H3mepen aunefiuaToii CIekTp (.1yopecueniiy €B06OT-— -

Horo painkaaa NH, (rasopas (asa) B o6nacrn A= | {\
- =630—770 nm. BosGywmaenne ocyuiecrnasnocs manyye- — X\ /_
" HHeM Y3KOIIOJIOCHOro (Avp=0,052=+0,004 M~ nepe-; N
CTPaHBAGMOr0 Mno yactore (AA,=560—630 HM)  Jasepa; '.\r)
- HeMpepbIBHOTO  efiCTBHSI Ha pacTtpope Kpacuteas. [To no-!
JIYUCHHBIM JAQHHBIM ONPENeJCHBI BeJHUHHDL KOJIe6aTebH Oy
sHeprin yposseit -(0,1,0), (0,2,0), (1,0,0), (1,1,0) u (04,0): N
B OCHOBHOM coctoanin NHa Jlas stux ypobmei Bblyjee—m N
JeHbl NMPHOTHMKCHHBIC 3HAUCHHA KOHCTAHT BpallleHus, .. ‘\\
CJ1e/10BAHO BJINSIHHE HA XapaKTCPHCTHKH (bilyol?ecuenu,m_ o
- NHz ncpexonos, 06yc/a10BaeHHbIX CTOJIKHOBCHUAMI;  pao. (\
CMOTpeHbl mpapuaa orbopa, KOTOpbIe  ynpasJasiioT 31;:51;1_‘;.’\‘“_
 mepexofayi. Bu6a. 16. B. B. 1.

P A—— s

? -\ 12 766 Cnekrp dayopecuenuyun NH,, BO36yxaae--.
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“kpacutene ¢ paGoueil 06macTbio AMHH BOJH OT \
6300 A. B cnekTpe ¢uyopecueniii -nPOaHaIH3NPOBaNL ng-.

24 B167. " Cnektp dayopecuenuns_NH,, BO36y:xaCHHO
a3epOM HENPEPBIBHOrO ACHCTBHS HA Kp

laser. «J. Chem. Phys.», 1975, 63, Ne 1, 319—325 (aurs.):
H3amepen crnekTp ¢uyopecuenunus cso6omgHOro panuKana

NH, B ras. dase B o6aacti aaun Boax ot 6300 go 8700 A
" 7B ovaacti ot 5650 no 5800 A npu Bo36yKmenmn dayo-

eae. KrollM.
‘The fluorescence spectrum of NH: excited by a cw dye

pecueHIii C MOMOUILIO J1a3ePa HENPEPLIBHOTO AefiCTBHS na

5600 1o

0,10, 0) I (0, 1, 0), (0, 2, 0), (1, 0, 0), (1,1,0).
n(())'cn‘;’ (0) H (0), 0, 0). Hast Bcex KoseGaTeabHBIX )

no-
crosiunble. B cnextpe naGmonanich Takxke nepexonwl, yape-

“jenuble coyaapenusamu Mosekys. O6cyxkaalores BO3MOK.

Tepmop
b onpeAeJICHBI KoJe6aTeabibie SHCPrHH H npamarem,“m@

i

HBIC Mpapaa 0T6opa AMs 3THX mepexonos. C. H‘~Myp3llﬂ_;




/ Hanle ellect in NH,. «J. Chent. Phys.», 1975,. 63, Ne 5/
Rathc. -t 50— 1803—1809 (anra.) i

_%_

JIsipH30BaHHas (AyOPCCLUCHIIST ra3006pasiioro NHo,. IToka- -

e - ©  3aHO, UTO H3MepCHHAsi CTemcib NOJAAPH3AWNI dayopecuen-
pmé # _UHH KaYeCTBEHHO CONIACYETCSI C MpPEACKa3biBaeMoj NpoCToit: (\
o i f"‘/ " “moneanio. Uamepen_addext Xang KONbKHX Bpauta-:

cwmf,{g% TCbHLIX_YpOBHeit 24\ 31eKTPOHHOro cocTosins

P 7776 /V;?/ T R

"' 11807, Tioanpusonann ,
] Xanae B NH,. Kroll M. Polarized fluorescence and the

B nporounoii cucreme npu BO30YXXAeHHH mepecTpaupac-.
“TT"TMBIM_HCIIDpCPBLIBHBIM Jla3epoM Ha Kpacurese H3MCpeHa no-

'BBLIMHC/ICHO H3JyUaTC/ILHOC BPCMS  IKHZHI 3THX YpOBHei, |
_ . pasuoe 350 mcexk. BuGa, 22, " Pesiopme’

YTCCTE; 2oy FFFE (9K

(

as -(bnybpccucnmm H addekt. - —

2 He=\—-
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Michaut Joe P., Roncin Jog. Marx R.

NH2 radicals trapped in NH3 singlerm*m
crystals. and various polycrystalline
ammonia matrices. _"Chem. Phys. Lett.‘.', -

1975, 36, N 5, 599-605 (amrn,)

509 54'6?“5;,* I v 05«39 “‘*“ BanTu 1
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localized molecular aecond-order
properties.

"Mol._P}wso",1975,29,N ‘1 81-56 |
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Ay (G0, 20, CHY, CO2, Wz Mo ) 2
d”%[/y//z CA3 VH, Q//J“/j/// @//3)z/yj

| d’e///;ﬁ// 7., Bohme 4,007
B Tt Y Wads %Wm M/\.[W /v/./’
s ug, wrd, 1671896
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A calculatxon of the photodctachmcm energy
n ion (NH2-). Andersen, Earl; Simons, Jack (Dep.
iv. Utah, Selt Lake Ciy, Utah) J. Chem. Phys.
), 5393-7 (En 2),  The equation-of-maotion (I O\‘l)
5 v:ed to cale. the photodczdchm(.m energy of NHz
vel potential-energy surfuce was caled. for NHz alopg
Y. Al xm'at'o.m.l coordinates.  Severa] points were aliq
. on the esym,~streten surfece to provide a compariosn mth
—str etc‘x surface.  Frora these: data, corresponding,
or NHz vere ohtained by adding the computed vertical}
nt energy at ezch ucomctr/. The caled. vertical:
c‘"rw it energy at the equil, gzeometry of NHz was 043
ing the avsilahle exptl. VulU(.h for the vibrational|
rgw difference hetween NHz and NHz-, the thermodn.! 1
sciren affinity of NHy wes caled. to he 0.42 ¢V. From the!

7{ /%,? L".p'-'wd .%U&'ﬂ-al encrgy surfaces, spectroscopic consts. were |
f ?ﬁlﬂccdtuf}'?sdoC:T:S’ridczgltc};L a""lllabllc exptl. results. The use of d
4 s ‘ gave little cha nge in calc Or

ﬂ Zy Erergies, a d. ionization

4 . .

’c
=lev
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- Cook JoM., Hills ‘G, W., Curl R.F.,

Jr. Nicrowave optical double regonance’

. observations of a rotational transition _
of NH,."Astrophys,J, " 91976 207,12, Part 2, |

{ 139 L*40 (EH"JL;) '

o Aw.
% BZBQ hﬁ"g ! | g
- Et — - : i
L 675 697 = 0 . BHMHMTHM |

;
|
L

bz rsmanzioes



NHx Cpmpbell J 2 /9%

OuL. gﬂf’/’ﬁ"' w (e %/5 et
Ceoem 7976 V¢ w3 Yot ;//0_

(nsci)

® éf/‘///% i)



N,

Aaebc)
gv/'l 65/€JA.

U. 14 Juey

2 2

o : Nz

15 B172. Hudpakpacnas MuorodoTonnas ~ guccouma-
UKA HAa (ParMCHTHI B OCHOBHOM 3JICKTPOHHOM COCTOSIHHH.
Campbell J, Hancock H, Halpern J, Wel-
ge K. H. Infrared multiple-photon dissociation into
ground electronic-state fragments. <«IXth Int. Conf.
Quantum Electron., Amsterdam, 1976. Conf. dig. Am-
sterdam, 1976, 34—35 (aur.1.) ) . g
H3zyyena muorodoronnas muccouHauus mon meficTBHEM
usayuennst  ummysscioro  COp-nasepa  [P(32), P(22),
R(28)] ™onexysn amMMHaka Ha (GParMeNTHl B OCHOBHOM
ssekTpottion _cocroamun_ [NH,(2By) +H]. Kos-Bo NH,-
(®B1) ofipenensnoch N0 HHTEHCHBHOCTH ()IYOPECUEHIHH B,
BHANMON obaactH [BO30y:xaaeMblt mepexox X2B,(006)_.‘
—A?A4,(090)]. HccnenoBana. 3aBHCHMOCTD COAEpIKanus
NH,(?B)) ot masnenanss ammuaxka (0,05—6 MM) H ero’
H3MCHCHHA BO BPEMCHH C MOMEHTA JIa3ePHOTO IHMIyabca
(Bpementioe paspeweniie ~0,2 Mmkcex). Ilpir HauGosee:
HH3KHX HasaeHusax Kouu-us NHz(X) nocturaer MaKcimy?
Mma Meuee, ueM uepe3 0,2 MKcek, uTo. COOTBETCTBYET dIps-
MOIt [HCCOLHALNII aMMHaKa B OTCYTCTBHe CTOJIKHOBEHH]Y,

Bmaors no 0,3 MM NH; nauanbhas womy-ng NH,(X) -

Heilto _BO3pacTaer ¢ nasieHueM. Ilpi Pyny,>0,3 wy




xoun-na (NHp(X) pacter Gucrpec 3a cueT BKaaza pas-'
unnX  mpoueccos oGpasopanns  (NH,(X) nporeKaxoumv
npu coyxapennsax. Kpome tpex ykaszauuuix Jjuuuit CQOo-ia-'
3epa TPOBCAEHB! TIpeAB. H3MepeHHst Aast 60 Apyrux JHHHI
NpH naBJieHHH amMMHaka 1 MM H Bpeuermou paapeme}mn

10 sxcex. I . . Kosoa :



NH,

(g~ HE /976

2 1419.  Onpenenenue BPaATENbHBIX M CBEPXTOHKHX |
xapakrepuctHk -NHy(X?B;) M3 cnekTpos JasepHoro Mar-:
HUTHOro pesdmanca:” Davies P. B, Russell D. K,
Thrush B. A, Radford H. E. Rotational and hy-,
perfine parameters of NH:(X?B;) from LMR spectra..
«Chem. Phys. Lett.», 1976, 42, Ne 1, 35—38 (amra.)

HMccnepopannt 17 BpamaTtesbHBIX TePeXOA0B paaHKana
NH; B ocHOBHOM 3.7eKTPOHHO-KOEGATC/BHOM — COCTOSHHIL
meronoM HK-crekTpockomun J1a3epHOro MarH. pesoHaHca.!
Ha ocHoBaHHH aHanH3a 3ceMaHOBCKOTO paCliENJIEHHS M.
CBEDXTOHKOH CTPYKTYPHl ONpeNeJeHH BpailaTenbHble H!
CMHH-BpAlllaTesbible MapaMeTphl Pajfiikand, a TakXe napa-|
METPhl H30TPOMHOr0 H -aHH30TPOMHOTO CBEGPXTOHKOTO B3aH-
moueitctBust aas_smep MN u 'H, BuGa. 15, ‘

WL ‘



. D
Fu- 1977, 1776
HH i
) 85: 151478t Ropational and hyperfine parameters of amis '
dogen(X2B1) from LMR spectra. Davics, P. B.; Russell, D. K,
Thrush, B. A; Radford, H. E. (Dep. Phys. Chem., Univ.
Cdmbridge, Cambridge, Engl). Chem. Phys. Lett. 1976, 42(1),
35-8 (Eng). Seventeen rotational transitions up to N = 7 of the
“ NHz radical in its ground vibronic state were measured by far ir,
€r magnclic resonance spectroscopy. Anal. of the Zeeman!
patterns and hyperfine structure yields precise rotational,’
spin-rotational and distortion parameters, and-.isotropic and
& anislogropic hyperfine interaction parameters for both 14N and 14
nuclei. v

C.A. 1976 55~ W40 O
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Ei_]_._lg grgh_a_nm_ﬂ_._, Phllen Dan L., &uil._
R.F., Jr, Tittel F.K.- Satu.ratlon o
|- spectroscopy of NH2 using a CW' dye laser.

*“Chem, Phys.", 1976, 12, N 1 107-111
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T84 673722 S_‘T\ﬁ: ration spectroscopy 'Er“aﬁ;ih'a"ﬁé‘i}:?}{'&v
dyc laser. Hills, Graham, W.; Philen, Dan L.; Curl, R. I',, Jr.;

1T 77 Tittel, F. K. (Dep. Chem., Rice Univ., Houston, Tex.). Chem.

Phys. 1875, 12(1), 107-11 (Eng). Hyperfine structure in the
‘7,‘ clectronic spectrum of NHz was resolved by using the technique

". ¥ )"" Z Yy 4
Qwifhc “&é( “ of intermodulated fluorescence with CW dye laser excitation,
v - — From the ohsd. spacings values for the N Fermi contact and

dipole-dipole coupling terms were estd. for both the gound state

——"lé -c’/———é%[—* and the 11(0,10,0) vibrqtio'nal level of the A2A qx__citcd electronic

‘state. 0L PR =
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11 5185. CnekTpOCKONHA HACBIULEHHS NH, ¢ mucnoanp-
30BaHHEM Ja3epa Ha KpacHicie B HENMPEPBIBHOM DPEKHMEC.

Jr, Tittel F. K. Saturation spectroscopy of NH, using

{976

_Hills Graham W, Philen Dan L, Curl R. F,.

a CW dye laser. «Chem. Phys.», 1976, 12, Ne 1, 107— ¢

111 (aura1.) : S
Mo cnektpy Hacwiwenus ¢ayopecuenuun NHp, 3aperi-
CTPHPOBAHHOMY MCTO0M B3aHMHOI MOAyJALMIL  ABYX

BCTPEUHBIX JIa3epHBIX TyukoB, mccaciosana CTC aminit |

I (0,10,0)—=:(0,0,0) mosochl  3.1eKTPOHHOrO  Tepexoia
A2A,—X2B,. Jlns BO30OYXIeHHS cnexTpa (JIyopecUeHIH

JHCMO/b30BaIH TiepecTpaiBaeMbiit B o6aacti 560—620 ny .
nasep na Kpacureie Henpepwisnoro aeficrsust. HaGmonae-

Masi IMHPHHA JHHMH OJHHOUHON CBEPXTOHKON KOMMOHEHTHI
cocraBaser ~32 Mru. OnpeneneHbl TOCTOSHHBIE CBepX-
TOHKOTO PACUIeNJeHHs! B.OCHOBHOM COCTOSINHH H BO30YHK-

-nemnon 11 (0,10,0) A2A; cocTosinni, a TaKie TOCTOSHHLIE

IHIOMb-THNOBHOTO B3anMojencTBus (Mru) coorpercTsel-
wo: (aa)r=—31,1 u —16,6; (bb)1=—3l,1 u +33,2;
(cc)1= +62.2 1 —166. __ i

/

x. (9-7(' ”{.{ - : C. H. Mypaun
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Hills G. V. Cock J.li., Curl R, Fogyy Tite

tel F.K. Lager GXCLued {fluorescence studi-
es of triatomic rauicaice
“Opt. Communs", 1976, 18, N 1, 62
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‘///"/ s 15269,  CrekTp MHKPOBOJHOBOr0-ONTHYECKOTO ABOHHO-:
pZ/ i ro pesonanca paaukana NHo. MocTosiHHbIE CBEPXTOHKON;
cBsi3n siapa M“N M cnHH-BpauwaTesabHOro B3aHMO/lefICTBHA"

: 5 octopnom cocroshmn. Hills G. W, Cook J. M.
Curl R. F, Jr, Tittel F. K. Microwave optical do-|
uble resonance spectrum of NH,. I. Ground state, *Ni
hyperfine coupling constants, and spin rotation’ con--
stants. «J. Chem. Phys», 1976, 65, Ne 2, 823—828.
(anra) , ’ |
MeToZOM  ONTHYECKH-MHKPOBOJHOBOrO  ABOMHOTO pe-
sonatca C HCMOMb3OBAHHEM Jadepa Ha Kpacuresne JJIs Ha-
kauki uacntHduuuponana CTC MarHHTHO-AHNOJBHMX Te-
pexonos 1/2—3/2, 7/2 —9/2, 9/2—11/2, 11/2—13/2 u
13/2 —15/2 pagukana NH; B OcHOBHOM 3/71eKTPOHHO-KO~:
e6aTenbHOM COCTOSINH. —OTpeaeseHsl 3HaueHHs NOCTOfIH-;
HLIX KpaapymoabHoit cBsdn siapa MN CIIHH-BpaWaTeIb
HOTO B3aHMOIEHCTBHS. ‘ M. P. Anuen;

| X AT77A S T
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: (R oy S
‘//f | ) 85: 101469v Microwave opticpl dotple resonance 'sﬁEEtrumVJ/
e £ A _2/ _____ of amidogen radical. 1. Ground state, atomic nitrogen-14' ¢
; hyperfine coupling constants, nid spin rotation constants.;
© Hills, G. W.; Cook, J. M.; Curl, R. F, Jr; Tittel, F. K. (Dep.’

3 Chem., Rice Univ., , Houston, Tex)). J. Chem. Phys. 1976,
L) P s (), Marnetic dipole allowed transitions between b ..
(e 0 cormponents of the suae rolational state in the ground| ®
 vibronie stite of Nily were defected by nsing microwave optical |

The hyperfine structure of some of “these -

donbla resonance.
transitions were analvzed fo yield values for the N miagnetic!

0(\ “conpiing consts. (in Mzl of (@) = 27.9 (0.6), (aq)i = ~133 (1.5),}
N nd (co)i = 87.070.9), where the quoted error in parentheses is 3!
—\—':ml. deviations:  In addn., a preliminary anal. of the fine —
AL shructure splittings dets. the spin rotation consts. (in MHz) to be:
—~ - A = -9290.0 (160), B = -1331.9 (38), and Cs = 3.9 (57). A poor =~
>< fit of the fine structure arises from an inadequate Hamiltonian, !
Noand the statistical uncertainty quoted for these parameters is -
*probably meaningless.  The derived consts. for the gas phase
cere—were compared with the available solid state ESR data as well as ...

S came_thror_studies,
PR o, S M i S
CCHLPTE E’ffﬁifi -
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1 1598. CnekTp MHKPOBOJHOBO-ONTHYECKOTO JBOIHOrO}
pesonanca NI, 1. Ocnopnoe cocrosiine, KOHCTaHTbLI CBEPX-,

it

TOHKOIl ¢BsI3H ¢ N M KOHCTAHTHI CHHH-BPAuUlATENbLHOl!

[ceasu]. Hills G. W, Cook J. M, Curl R. F, Jr.l
Tittel F. K. Microwave optical double resonance!
spectrum of NH,. I. Ground state, “N hyperfine coup-i
ling constants, and spin rotation constants. «J. Chem.:
Phys.», 1976, 65, Ne 2, 823—828 (anr.1.)

H3yuen cnekTp MHKDPOBOJIHOBO-ONTHY. ABONHOTO pe3o-
nanca (MOJIIP) panukana NH, B rasosoit dase. [asj
ONTHY. HAKAYKH HCMOJbL30BAH Ja3ep Ha KpacHTene poaa-|
Min-6G.’ TlpoBonnsioch neTeKkTHpoBanue Bo36yXKAeHHOI Ja-
3epubIM H3JyuyenHeM ¢uyopecucHun. AHAJIH3 CBEPXTOHKOIT!
CTPYKTYpPBl MArHHTHBIX AHMOJLHEIX PA3PEUICHHbIX Nepexo-!
0B MCYKAY HABYMSI KoMmmoHentamu J OAHOrO M TOro e
BPAIATeNLHOTO COCTOSIIHA B OCHOBHOM BHOPOHHOM CO-
crosnni_ Moaekyast NH, nossoann noayuynts = suavenns

{(HO-A

\



KOHCTaHT MAarHHTHOI CBEePXTOHKOIl CBSI3H ¢ sigpoM 'N:!
KOHCTANTHl ()epPMI-KOHTaKTHOrO B3aumoxciicteua  (0);=!
=27,940,6 Mru; KOHCTAHTHl JHMOJb-IHMNOJIBHOTO nsaxmo-‘l
neitcrBua  (aa)y=—43,3+1,5 Mruu (cc) ;=87,4+09 Mru;!
KOHCTANTHl KBAaAPYyMOJbHOrO  B3aHMOJCHCTBHS  (@a) o=!
=0,3%=1,5 Mru 1 (cc) 9=1,64-0,8 Mru. U3 npeasapuresn-|
1I0r0 aHa/NH3a paculeMyIeHHil TOHKOIl CTPYKTYpHI onpenene-%
Hbl KONCTANTH CMHI-Bpaniateanlioft cnssu: As=—9290,0=
*160; B,=—1331,9438 n C,=3,9+57,3 Mru. ITonyuen-| -
HbIC 3HAYCHHA .KOHCTAHT CBCPXTOHKON CBS3H CONOCTaB-i
Jenbt ¢ pannbiMn u3mepenuit TP B-tBeproM NH; u B
matpuue Ar npu 4,2°K, a takxe B kpucraane KNH.SOj:
Jlyudwee cornacue komucraur (O)s momyseno ans NH, B!
rasonoit ¢ase B matpuue Ar, B kKoropoii NH, cBoGoxno!
Bpauacres.” JKCnepuM. AanHbie OGHAPYIKHBAIOT HOBOJLHO:
Xopouee corsacHe ¢ H3BeCTHLIMH PacCyeTHHIMH  JAHHBIMH,

JHesmmipuy. merogos YUIAIT u ITIIATL. Bu6a. 30.. T. TI..

|

L.
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5\ A2A,—X2B, pacnpoctpaten B 004acTb  GOJbWHX  AJiHK
L

= B-15735 1976

2 1323. © Cucrema A'zA,—}sz, B CNCKTPe MNOrJaoueHHs

say D.-A, Ross S. C. The A24,—X2B, absorption .
spectrum of NH, between 6250 and 9500 A. <Can.
J. Phys», 1976, 54, Ne 17, 1804—1814 (aura.; peas.
¢dparn.) » ' : ;

Cricktp norsowenns paankanos NH,, nonyuaembix HM-
nyJabcHulM  (oTosH30M aMMHaKa  npu aBJICHHH -

m &NHZ B ofmactu 6250—9500 A Johns J. W, Ram-|

~3 MM pT. cT., chororpaduposan B o6aactir 7000—100 000 A |
¢ movouwslo 6,4-m cnekrporpada Hras ¢ oGpatHoit au-
cnepeneit 2,5 A/mM. Palice BHITOJNHCHHBIT aHaJH3 CHCTEMEI -

cee WE3Y

E777 122ef

Boan. IpentuduumupoBakel Bce  HH3KO/CXKaliHe KoncOa-,
TCJblibie ypoBui (40 v:x”=8) BO30YXACHHOrO COCTOSHHS. )
OGuapy:kenst cuabible posmyuiehHst (~200 cM) “HeKOTo-'
PLIX H3 3THX YpOBIHell BLICOKONCKAUHMH KO/e6aTeJbibIMH
YPOBHSIMH OCHOBIIOTO cocTOsHHS. JI/Ii OCHOBHOrO H mep-
Boro Bo30y:KacHuoro B aed. xoa. (ve”=1) cocrosnmit
paaukana NHz(X2B,) onpepesensl  MOJICKyJspHBIC I1O-
crosnHbie. Buba, 23, L B. C. Hsanon!




MYy o 2875250

[)85: 151390h The A?A1-X2B1 absorption spectrum of amidogen |
etween 6250 and 9500 A, Johns, J. W. C; Ramsay, D. A,; |
‘Ross, S.C. (Herzberg Inst. Astrophys., Natl. Res. Counc.
"Canada, Ottawa, Ont.). Can. J. Phys. 1976, 54(17), 1804-14 1
"(Eng). The earlier anal. by K. Dressler and D. A. Ramsay (1957) |
of the A2A1-X2B) adsorption system of NH2 was considerably |
extended at the lofg wavelengih end of The Spectrum. All the |
‘low-lying vibronic levels of the excited state was identified up to«
v2' = 8. These levels are 010 (K = 0), 020 (K = 1), 030 (K =0,
2), 040 (K =1, 3), 050 (K = 0, 2, 4), 060 (K =1, 3, 5) 070 (K = 0,
A, /7. 2, 4, 6), and 080 (K =1, 3, 5, 7). Large perturbations (~200:
cm-!) were obsd. between some of these levels- and high:
vibr;}tx,onal levels of the ground state. Accurate mol. consts, were,
obtained for the ground state and for the 1st levek involving the}

bending vibration (12" = 1), . ,~-- - - - $5" B
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4 5144. Iepexon A’A,L)?"B, B CHEKTpe nor‘no ‘s“" )
NH; B o6aactu \6250—9500A. Johns J. W. C. Ram. " 1944
say D. A, Ross S. C. The A?A,—X?B,  aosuipuuit.
spectrum of NH: between 6250 and 9500A. <«Can. J..
Phys.», 1976, 54, Ne 17, 1804—1814 (aura.; pes. ¢panu.) ;
B oGaactr 6250—10 C00A m3mepen CNEKTp MOCJIOLICHHS | .
NH, (MCTOYHHK — HMMOYJbCHBII (OTONH3 aMMHaKa), CBSi-

sanmplit ¢ nepexoxom A24,—X2B; (mporpeccus no vy')..!
Msmepennst NpoBOANAH NpH GOJIbINOI JJIHIE MOrJOL{alo- '
mero cjoa (10 80 M), pnus=3 Mmym. Hnuentnduunponanst \ ‘
3JleKTponno-KosaeGaTeabnbie yposun ot 010 (K=0) no 080:q.

(K=1, 3, 5, 7), yposenb ¢ v2’=0 orcyrcTByer. I'lpone:xeu'}\\
anHa/n3 BPALLATEeabHOIl CTPYKTYPH MOJOC U TaGy/iIPOBAHBIa
3HaycHHSI BPALIATC/ILHBIX TCPMOB KOJe6aTeabHBIX ypomxex’&*\
B030Y#ICHHOr0 3JEKTPOIUOr0 COCTOSIHUSI M BO30OYyxjeH-

HBIX KOJIeGATeJiblibIX YDOBIICil OCHOBHOTO 3JCKTPOHHOLO CO-
crosns. Onpeacrnensl ppaumaTesbuble MOJEK. MOCTOANHbIE
A, B, C NHz B X2B, (000, 010) cocTosmuu paBHLIe COOTB.
(em~!)  23,69324; 12,95283; 8,17423; 25,9791; 13,1093;.
8,0352, a rakxc 3navenns Ag, Axg, Ay, Ok, Oy, Hy,
€aa, Euby Ece; Naaaa. Habmonaorcsa Gosblune po3MyleHis
(~200 cM~!) mexpy yposusmu 0v0 (K540) 1 Bbicoko-
JeXKalulHMH KOae6aTeNbibLIMI YPOBHSAMH OCHOBHOTO COCTOSI-
"HHS., + R M WKAanfin
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ﬂ/‘// 1 1869. HccaenoBanHe (OTOXHMHYECKHX peaKLuil CS;;
42/ NH; meronom umnyaschoro dotonnsa. Krishnama-:

hari S. L. N. G,,- Venkitachalam T. V. Flash|

photolysis studies of the photochemical reactions of CS,|
g /7/ ) and NHs. «Chem. Phys. Lett», 1976, 41, Ne 1, 183—-184;
I

(anra.) ,
MeronoM HMNysIbCHOTO (OTOJMH3A HCCAEL0BAHBL npome-!

\/}/‘A/ KYTOUHLIE NMPOAYKTH POTOXHMHY. peakuuit B cmecn (CSy4-|
+NHs) B 6ydepnom rase (Ar). Hamepenust cnexkrpon mo-!
TJIOIIEHHS NMPOBEACHB B MHOrOXONOBOI KIOBETE C MUTHIOI,
C ONTHY. NYTH 12 M NpH NaBJEHHSIX KOMIOHEHT ra3oBOii CMe-i
§£ ki: €S, (10-2—10- ), NHs (10-'—5) u Ar 600 my pr. cT.!
Ipu Goapwux pasnennsx CS; nm NH; obayuwenne cmech!
NpHBOAHAO K 006pa3oBaHHio B KIOBCTE IJIOTHOrO TyMaka,

. .PACCENBAIOIICrO CBeT B BHANMON H Y®-o6aacTsx cnexkrpa.! .
7 bl 1 é{;f//‘l']pn MEHBWNX JABJCHHAX PEAKUHOHHWX: KOMIOHGHT B
> " s s CNEKTPAX NOIVIOWICHHS 32PEFHCTPHPOBAHBI MOJMOCH PafHKa-
7”&@9«4% 208 NHy (400—600 1), SH (~323 ny) u NH (~336 mn).
T0/1aracTCsl, UTO PaNMKEHLHbIC PCAKINMM—B—esecH Npo-
TEKalOT ¢ yuacTHeM, BO3GyXaeHHEIX artomon S(!D), oGpa-

&7) / Q/IZ 4 / 3yioumsxest npu Goroanccounanun -CS,. BuGa. 5 '
1Py vl TP P wni CSy. Buga. 5. " C. 1.
1Y @ s = |
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. nonexplosive thermal decomposition of hydrazoic acid.!
Pavlov, A. A.; Rozenberg, A. S. (MoskT Gos. Univ. im.!|
Lomonosova, Moscow, USSR). Dokl. Akad. Neuk SSSR 1974,
227(2), 394-6 [Phys. Chemn.]  (Russ).  The luminescence, |
occurring during the nonczplosive decompn. of HNz in a quartz
vessel at 350°, was studied; the lines of a lamp filled with N,
were used for the evaluation.  The electronically excited NHa!

i radical (24, —- 2I£x_tran._<,it.§on, known a4 the a-hand of NHai) was’
cwllsy, the most prohable e¢mission source. ‘To identify the emitting’
LD,

o g /G7EF
,/ Ho?/ 85: 26921f Nature of the 'r:i’di:xtinn‘an.snng"dur.iAns,"_thc!

particle, the spectrogram of a NH3-02 taorch at atm. pressure was!
btained. The formation of an cxcited NH2 radical was possible:
a) during an equil. excitation of NHa, (b) by collisions of NH2'
with nonequil. excited particics otcurimy by the HNj dccompn.l‘
or (c) in exothermic proceszess of a chem. interaction with the!
participation of changeable decompn. products, resulting in the!
occurrence of NHz. The most probable ways for the occurrence ;-
of NHa (2A1) are: N2Hz2 + 3NH(INH) -+ NHz + N2 + H, NoHp + |
N3 — NH2z + 2N2, ! NH + INH — NH2 + N, and 3NH + INH — |
NHz + N. Also other mechanisms are discussed. V. L.-Sarova!

e (ope. 35 K N
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71191, Heammupuueckuii pacuer Tpex coctozumit NH,
mMetogamn CCIT m KB. Bel] Stephen, Schaciec
Henry F, III: Ab initio SCF and CI studies of three
states of NH,. «J. Chem. Phys.», 1977, 67, No 11, 5173—--E '
5177 (aura.) . |

Hesmnupuuecknmu merogami CCIT KB c yuerom peex!
(uckmoyas la;-opGurans) ommo- u ABYKPATHLIX BO30yx-'
ZCHHIT PacCYHTaHBl OCHOBHOC X2B; u BO30yxaennsie A24,
i BB, cocroauns_papikana NHy ¢ reomerpiy. KOHHTY-.
pauueit cummerpun Cpp B TpexX Gasiicax rayccosmix -1uit,
Hcnonn3opansl  2-akcnonenthuiii  Gasme [(N)9s5p (H)4s],
crpynnuposanuslit 8 [(N)4s2p(H)2s] (Gasnc I), 6asnci
I+6 d-d-unit na atrome N (IT) u 1143 p-db-uun na Kax-
aov arome H (III). Tcomerpny. TTapaMeTPHl  MOJICKY.JIH |
IS BCCX COCTOSIHHIT OBIAH TOJHOCTBIQ ONTHMH3HPOBaMHL, |
B 6asnce III Meromom KB TOJY4CHB cncnyzomuepeayn&'
TaTtol (B cxcoGKax-—axcncpnM. ZIaHube) : r(NH)=1,029 &
(1,024 A), O0(HNH)=103,1° (103,3°) 11 cocrosimis 2By, i
r(NH)=1,000 A (1,004=0,03 A), 0 (HNH) =143 4° (144
*5°) mna Ay u r(NH)=1,162 A i 0(HNH) =47,5° IS |
2B,. Boiuncienst  sueprun BO30yxacuns To.=1]] 830 cM-1:
B cocTostHiHe A24; n 38640 cm—! _—p cocrosaniie  B2B,,
Ias 2A1-co<_:ro;y;xm naiigen Gapbep JHe{iHocTIH, PaBHMIT




974 cM~!, yiKe KOTOPOTO PaCHOJOXKeH TOJbKO OAMH KOJC- .
Gatenbubiii ypopeub ¢ v'=1, uto = npHBOAHT K GOAbLOiL |
amMnantyse koseOanHii., I mepBBIX ABYX COCTOSHIHIT reo- |
MCTPHSL MOJIEKYJIBl TOJIydeHa OJH3KOIl K 3KCICPHMCHTAJb--!
noit rakxke u B Gasucax I m II, ognako B cocrosmun 2B,
noTeny, Kpupule no kKoopanuate R(N—Hy), paccunrannbie:r
‘B Gasncax I u II gas CCII m B Gasuce 1 aas KB, net
. MMCOT Mupmmmymos, : . A, Yecnuiil |
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© 88 67323t Ab initio SCF and CI studics of three states of
amidogen. Bell, Stephen; Schaefer, Henry F., 111 (Dep. Chem.,

- Univ. - California, - Berkeley, Calif.). J.” Chem. Phys. 1977,
: 67(11),'5173-7 " (Eng). .Theor. calcns. were made for the X28,,
© A2Ay1,, BBz states of the NH. radical by using a double-zeta and

double-zeta-plus-polarization basis sets.  With the most extensive
"hasis set and’ CI; the optimum geometry for the 2B, stafe is r=

~1,029 A, 0 = 103.1°, while the exptl. geometry is r = 1.024 A 0=
''103.3°. Similarly, the CI geometry for the 2A; state is r = 1000 -
A, 0= 143.4° while the exptl. geometry is r = 1.004 # 0.03 A, = -

144° £ 5°. The CI excitation energy between these states is T,

= 11,830 em-! compared with the origin of the A~X transition of

11,122 em-1.and the barrier to linearity in the 24; state by CIjs

974 cm-! compared with the exptl. barrier of 777 % 100 cm-t
The BB: state is predicted to have the geometry r'= 1.162 A0
= 47.5° with an excitation energy from the X2B) state of 38,6'40

“em-l o L . =




2B; u_*A; cocrosmnii_nokaspin

12 528.  HesmmupuuecKie "mccnenonaiusi Tpex’ cocTofi-"}
Hiuit NH, meropamu CCH u KB. Bell Stephen,:
ScHaefer 111 Henry F. Ab initio SCF and CI.
studies of three states of NH,. «J. Chem. Phys.», 1977, !
67, Ne 11, 5173—5177 (aura.) L

Merozamn Xaprpn — ®oka n kondurypau. B3aimogeii-
<t (KB) paccunraunt ¢parmenTs nopepxuocTeii  mo-
TCHUHAJIBHON JHepri coctosnuit X2B), A2Ayu B?B, pa-
Jukana NH,. BolunciacHHst IPOBCACHBI € HCIO/b30BAHICM

Ctersrecree, ﬁ(ﬁ}/

.Tpex -Ga3uCHBLIX HaGopoB, CrPYMIHPOBaHHBIX TayCCOBLIX |

¢dynkuuit. Ilepsblit naGop BKJaloyacT ABYXSKCIOHCHTHBIC |
opGuramn Hanunura (9s5p/4s)/[4s2p/2s] "¢ MacIUTaGHBIM ;
MiosHTeaeM 1,2 JUIs aTOMOB BOZOPOAa, BO_ BTOPOM cay- |
yae K _npeaviayuieMy HnaGopy noGabieHbl noaspusau. - d-|
“OpOuTani, UCHTPHPOBANNLIC HA ATOME A30Ta, B TPeTheM — |
JOMOHHTCIBHO 'YUTEHL! CWE noJspH3al, p-op6uTaan Ha.
.atoMax Boxopojaa. Ilpi mocTpoeuun BomHOBBLIX Gyt |
meroga KB pacemotpens! Bce oano- n ABYKpaTHO BO30y:k- !
JieHbe KONQHrypauul npH ycJ0BHI JBYKPAaTHOTO 3amoj- |
yennst Husweii MOla,. Pasuosecuuie reomerpuy. napa-|
:MeTpbl OMPCACJICHLI JJ151 NPOCTPAHCTBEHHBIX KoHGHTypaji :
MOJICKY/BL  CHMMeTpiM  Cpe.  Pesyabratit pacueros ans '
al0T,_MTO_TOJBKO C TPCThiyy !

e i S

[9¢F



6a3NCHLM HAaGOPOM. XOPOLIO BOCHPOM3BOAATCS SHEPreTHY. |
'XapaKTCPHCTHKH COCTOSIHHIl, TOrZa KaK JJsi PaBHOBCCHBIX
TCOMETPHY, MNapaMCTPOB pa3yMHbLIC OLCHKH MOJAY4aloTCs
€0 BceMH GasucHbIMH HaGopaMmu. PaccyHTaHHHE METOLOM ,
KB ¢ naunyyunm 6a3ncoM reoMerpHu. nmapamerphl cOCTaB- |
.J910T (B cKOOKaX NMpHBeJCHBI COOTB-LIHE 3KCMEPHM. BeJHuH-’
Hbl: 15 2B, cocrosnnns rx g =1,029 A (1,024), Onun=103,1°:
(103,3); ans 2A; cocrosmus rnu=.1,000 (1,004=0,03)
Oxnn=143,4° (144%£5). Haunyuwme 3navenust Sucprin |
Bo3Cyxncmus (X2B—»A2A;)' u suepretud. Gapbepa mpi |
NCPeXOAE “K' JHHeHHON KOHGHTYypauHH MOJCKYJL - B co-"t1
- crosunn A, cocrasasior 11830 i 974 cm~! coots., B TO,
BPCMS KaK 3KCNMePHM. Beamuunsl - papuul 11122 w0 777+,

100 cm=!, TIpn pacuere 3aBHCHMOCTH 3HCPTHH OT PaccTosi-,

HHSL MEXJy aTOMOM a3oTa -H LEHTPOM MOJICKYJIbI H, nas
cocrostunst 2B, maififeno, uTO CBsI3aHliOe COCTOSIHHC cu-i‘
CTCMBI npeAckasmbaeTest (kak MerogoM CCII, tak u KB) |
TOJIBKO € HCmosb3oBaHHeM Ga3ucublX Ha0OpoB, BKJIOYAIO-:
WX nosnsipu3an. opGurany. PaccunTtannble MCTOAOM KB‘
C TPeTbHM GasHCHoIM 1aGopOM 3HAUYCHHS DaBHOBECHLIX.
TCOMETPHY. napaMeTpos anst 2B, COCTOSIHISI COCTABJSIOT:

Nu=1,162 A i Oun1=47,5°. Ilpeackasannasi BeJHUIHA |
Sueprimt Bo3Gysxnacimns s BBy»X?B, mnepexofa pasHa:
640_cm-1, : A. B. Hemyxui .

v
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onos 8 NH, u HCO: metoom J1a3€pHO-MATHHTHOTO |
]%Lo[] ',ggggﬁaﬁca BrzownJ M, Buttenshaw J, Car-:
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rington\Alan, Parent C. R. Infra-red laser mag-,
netic resonance detection of vibration-rotation transi- |
tions in NH, and HCO. «Mol. Phys.», 1977, 33, Ne 2,!
589—592 (amura.) |

C noMoulbio CIEKTPOMCTPAa MarHHTHO- ormm pezolmuca cl
nepecrpansaeMpiM CO-1a3epoM B KauCCTBE HCTOMIHKA H3JY- |
YeHHs TMOJyYeHLl KoJieGaTeJbHO-BpaillaTesbible CIeKTPLl 1o~
TJIOMEHHST KOPOTKOXHBYLX cBoGoaubix pagukanos NHy 1)
ECO, Ina paaunkana NH, saperscTpupoBansl MEPCXOXH |

- 'R-BetBn Mexaxy ocnopupM yposneM (000) i1 mepBbiM BO3- |

OyKICHHLIM YypoBHeM aedopMaLHONHOre KoJeOamist (010),!
a1s1. HCO —mepexoawt ¢ ocHoBHOro 1a NCpBbIit BO30YXKACH- |
HHll ypoBeHb Basentioro koJaeGanus (001)..UyscTBuTeNb-|
_HOCTb  crekTpoMerpa ouenena B ~10° MosckyJ/e® npu]
. ero Kaau6posxe mo moraoweniio NO.-

S J
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87: 93087t Infra-red laser magnetic resonance detection of
vibration-rotation transitions in the amidogen and formyl,
radicals. Brown, J. M, Buttenshaw, J.; Carrington, Alan;
o Parent, C. R._ (Dep. Chem., . Univ. Southampton, Southan:pton,

g Engl). Mol. Phys. 1977, 13(2), 589-92 (Eng). Vibration-rotation ;
K@W . transitions in the short-lived free radicals NHz and HCO were

detected using @ magnetic resonance ‘spectrometer with a CO |

PR (& o7 - laser radiation source. NH: radicals were produced by the;
%M ‘? reaction of H atems with NaHg at 2 terr total pressure and the -
Z Wi e

@ A
b p T 12



spectrum was measured using the P(8)ieas (1726.20cm"}), P g
(12)14.13 (1761.69cm-1), and P(14)15.5 (1704.13cm 1) CO laser lines.
R-Branch transitions between the ground vibrational level (000) -
and the Ist excited bending vibrational level (010) were obsd."”
and Zeeman components of the vibration rotation transition were
identified. HCO radicals were produced by the reaction of F,
a)toms with CH20 and the spectra were measured using the’
P(15)0s (1876.30cm-1), P(23)s7 (1867.99cm™), and P(17)es¢
(1868.12cm-1) CO laser lines. Vibration-rotation transitions werc
?&‘;;1\ which involved the 1st excited stretching vibrational level
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* 20 B307. O6uapyxenue Ko.neﬁare.'nbuo-npumu‘rwmnm{ /
/V/ ,2, nepexonos B NHy; n HCO c¢ nomowpio undpakpactoro .vla-/
- 3€PHOrO MarHWTHOro pesonanca. Brown J. M, But /U
tenshaw J, Carrington Alan, Parent C. RL_‘
/7Lé= 7 Infra-red laser magnetic resonance detection of vibrati-
[ on-rotation transitions in NH,; and HCO. «Mol. Phys.»,
' 1977, 33, Ne 2, 589—592 (aura.) :
. Meroa IK-1asepnoro maruutiioro pesordiica  mpume-
» HCH JIIS1 HCCJIEA0BaNlst KoJae6aTeNblo-BpalaTebhLX nepe-
xon0B B paaukaiax NH, u HCO. B xau-pe mcrounuka nc-
10J1b30BaJCst JasePTina CO, uaayvaomnii ~60 auunii B
49 > obaacti 1600—2000 cm—!, KioBeTa ¢ B-BOM  HAXOAHJI3Ch
1 MEKAY MOJIOCAMH 3JCKTPOMArHuTa, MarHHTHOC MOJC MO-
AyaHpoBajoch ¢ yacrtortoit 20 Kru, nmpH perucTpaunm me-
110/1b30BaJaCh CXEMa CHHXPONHOTO ACTCKTHPOBAMMS, H3Me-
PCHHS NPOH3BOAMJIHCL ABYXJYYCBLIM METOAOM.  Paamxan
NH: oGpasosuiBaics npu p-mun aToOMapHoro Bogopoxa c
rHApasHHOM  (aaBa1. ~2 MM),  Habaopancs nepexon
000.5:1<-010,43; (nas1_pe . _KOJ), a Takike Koselaren-

AT |

7Y ~1F582



HO-BPaIaTeJbHblC NCPEXOALl Ssj<—4d40 H 44<3z. Jonmie- |
poBckoe ymmpenune JuHmit (~100 Mru) ne - noszoamno |
o6napyxute CTC suHuil, onpeaesioulyiocst ACPHLIMH MO-
mentami. Pagukan HCO noayuanca B pesyibrate  p-LHH .
aroMapHoro ¢Topa c ¢opmasabiernioM, nabaoaaaHCh JH-
HHH F(15)e8, P(23)s7 u P(17)9s  KoaeGarcibHO-Bpalla-
Te/IbHOI MOJOCH, OTHOCsULElC K BaJ. Kou. cBsisn C=

- b A B._Bobpof . =

s



2 5246." CnekTp MHKPOBOJHOBOTO OMNTHYECKOTO unoi’i-/y/j’z
/ noro pesonanca NH,. II1. MMocrosnuble CBEPXTOHKOro B3aH-°
/ /;& mopeiicTeust  !H=sr—N u nocTosHHBIE CNHH-BPALLATEJb- .
* Horo B3aumopneiicteus B coctosuuu X2B;. Cook J. M, .
. Hills G. W, Curl R. F,, Jr. Microwave optical. double:
resonance spectrum of NHa. IIL-'H and . “N .hyperfine.
coupling constants and spin rotation constants in X2Bj.:
«J. Chem. Phys.», 1977, 67, Ne 4, 1450—1461 (anrm) |
Hsamepen cnektp MB (0,3—5 Mru) ontiu. gpoiiiioro pe- i
sonanca NH, ¢ TnoMOLIbIO  NepecTpainBaeMoro nasepa!\
(5670—6100 A). -Moaekyast NH, oGpasopeiBanmch mpit
/" 7 NPOXOXKJAEHHH CMecH MapoB Tiipa3iHa ¢ BOAOIT uepe3
7 \//I ¢ MB-paspsa. IlpuBeneHs! BOJHOBBHIE yncaa H omccexme’\
/ 1aG6/TI01aeMBIX  TIePeXO0B. 3HAYCHHS TOCTOSIHHLIX cuepx-’
TOHKOro B3anMopciicTist pabnel (Mri): “N-—-(o);=28,2,{
(aa) ;=—42,8, (bb)r=—447, (cc)1=875, (aa)e=0,1,
(bb) q=—16, - (cc)q=15; H—(0)r=—672, (aa),=1s,s,7§

= ff

(bb)1=—13,4, (cc)1=—"5,2: CIUH-BPAATCABIBIX NOCTOSHL.

HBIX Ag=—9267.8, Bs=—1353,9, Cs=12,0; . nocrosiinex

£ 1eHTPOGEHKHOro HCKaKeHHS A5 CIHH-BPau[aTe bHOr0 B3al-
jfi‘/j%/’//z : MO}ICI})"ICTBHH AnS=—0,312, An-s=—3§,9§u AN,\—S=—1-}§,§;
§x5=—0,155, 6 ;S=—0,480. ITonyuenupie pe3yJbTaTH co:

NOCTABJSIOTCST C JANHBIMH MO CHNEKTPY J1a3epHOrO MATHHT- |

HOr0_De30HaHca. e v . _B. M. KoB6a .




2 1390. CnekTp MHKPOBOJHOBO-ONTHYCCKOrO ABOIHOr0

’-pe3onauca paaukana NH,. III. Koncrantel cBEpXTOHKHX
2 p3aunoaeiictouit  sgep™H u N M cnHH-BpawaTeabHOro

v

Hen

/978
NE

p3aumojeiictousi B cocrosuun  X2B;, Cook J. M,
Hills G. W.,, Curl R. F, Jr. Microwave optical doub-

%

le resonance spectrum of NHa. III. 'H and N hyperfine .

coupling constants and spin rotation constants in X2B,.

«J. Chem. Phys.», 1977, 67, Ne 4, 1450—1461 (anra.)

MeTo0M ONTHYECKH-MHKPOBOJHOBOTO ABONNOrO  pe3o-
jalca € HCMOJb30BaiHieM INePecTPalBacMoro Jasepa na
. KpaciiTesc H3MepeH BPAWaTC/bHblil CNCKTp papukana NHy,

IOJIYYeHHOTr0 B MHKpPOBOJIH. pa3psje uepe3 ¢Mecb BOJALI C :
o1

rugpasnnoyM. HMpentuduunposaust Junnu oxono 200 nepe-

xon0B ¢ J<<{17/2 B OCHOBHOM 3JEKTPOHHO-KOJIeGaTENbHOM '

cocTosiHNH X2B;: GoJbluMICTBO JIHHHIT 'OTHOCHTCSL K Mar-
HHTHO-AHMONLHBIM MEepPexoAaM MeX<Ay CHIHOBBIMH KOMIO-
HeHTaMH OT/JEJLHBIX  BPAllaTeJbHLIX ypoBHeil. Anaaus

CrMEKTpa BbINOJIHEH C yyeToM KBapTHYHOTO LLEHTPOGEH(HOI"O.
HCKazKeHns, KBagpymnoJbHOro, CHHH-CIHHOBBIX H CIIHH-Bpa-:

naTeJbHBIX B3anmopeiicrouit. [lns xomcrant uenrpoGex-

HOTO HCKazkelusi 1 CMHH-BPAIlATEJbHOrO B3aHMOACHCTBHS'
“noayuens! 3uauennss Ay =—0,312; Ax=—339; Ay x=351;"
Ox=—0,155; 6;=—0,480; As=—9267,8; Bs=—1353,9;

Cs=12,0 (pce B Mru). ; = .M. P. Anuen '

Urnmuetie 7525
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Y 9 J1546. AHaau3 CneKTPoE Ja3epHoro MariHTHOro pe3o-; /;' /
L |

anca NH(f£2B,). Davies P. B, Russecll D. K,

. hrush B A, Radford H. E. Analysis of the laser:
)r'nagnctic resonance spectra of NHp(X2B,). «Proc. Roy.:

Soc. London», 1977, A353, Ne 1674, 299—318 (aurs) |
[oayucHbl M NPOAaHaNHIHPOBAIBL . CACKTPLL  J1a3CPIOro,

k. Marg. pesonanca pajaHkana NH, B nanckoit MK-o6aacti.
B kauectBC JICTOUHNKA MONOXPOMATHY. H3AYUCHIA HCMOJD-:

j 3oBaJicst  CyGMHANMETPOBBIT Jlasep ¢ OnTiHd. HaKauKoil, |

274 03BOJISIBILIHIT paGoTaTb Ha 15 JHHUAX reHepauii. Ha ocno-!
- nauulwwwq CHCKTPOB .MOUTH -BCCX_Bpauia-'

/. tcabiimix coctoammr— sncprieit <300 cM—! nosyyeH moJ-.
LAibiit TT260p CNCKTPOCKONHY. KOHCTaHT OMICLIBAIOHX OCIOB--

|y — e g #9
éjﬂ(((( HOC 3JCKT(OHIT0-KoaebaTelibioe cocTosiiie sogsekyasl. On- v
P pedesieHbl TaKiKe 3laucHilsg KOHCTaHT CBCPXTOHKOI! CTPYK-'
e . Typut aast sgep “N m 'H. [MonyucHuble pe3yabTaThl COMO-!

CTABACHBL C JAHHLIMIL APYTHX pador. Bu6a, -32. B. C. 3.

D GTF NG



86: 163269 Analysis of the laser magnetic resonance
spectra of the amino radical (X?Bi1). Davies, P. B.; Russell,
& D.K.; Thrush, B. A.; Radford, H. E. (Dep. Phys. Chem., Univ.
fgﬁmbridge, 'Cambridgo,8 lel\gl.)). II"rloc.l R. Soc. London, Ser. A™
7 _ e 77, 353(1674), 299-31 ing). The laser magnetic resonance
&/W// & "‘% spectra of . NHo were measured by using 15 far IR frequencies.
. o Anal. of the Zeeman patterns and -hyperfine splittings of 17
J2i1€y t«g/ﬂ - totational transitions yields values for rotation distortion and
' spin-rotation consts., as well as isotropic and anisotropic
' h)’{verﬁne coupling parameters for the N and 'H nuclei. The .
values derived for these parameters are compared with those .
derived by other techniques. ;

LA 7977 .56 s
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13 B250. CnexTpockomnis CBCPXTOHKOIO epeeedenns

posiiest NH ¢ p03GyACHHEM J1a3CPOM . HA . KpacuTenc. |

ixoirR! . Field D. Hype-iine level-crossing spect-

' froscopy of ‘NHa with dye-laser excitation. «Mol. Phys.», !
LAirier Hoere, 1977, 34, \e 6, 1563—1576 (anra.) : :

.C no»cublo MeToAa CBEpPXTOIKOro nepccqumm ypon-’g
i

)t'/"“"v AL /f[/. yefi_navepena CTC pana BpallaTeAblbX yposiieit Koae- |

Z e 8
“f , Sy egeriicer '
77
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Oateabunix cocrosuuii (0,9,0) m (0,10,0) cocrosuna A24,
yoaexyant NHz. Hctounnikom BosGyuaetnst dayopecuet-
LHH  CAYZKHT HeNpepuBHBIL J1a3ep 11a KpacuTede. Paapc-;
luenye coctapasno ~3 Mru, Maxcuwm, amnautyna chmy-
COHJAMBLIIOrO MArHUTHOTO NOJs die npesbiwana 5 re.” Jast
auaq3a CTPYKTYPE NPOBCACHL PACYCTLl OTHOCHT. moJeil
AJsl mepeceuellisl’ ypoBliell KaK NapaMETPOB  MOJAGIbHOro
. TaMIIbTONNAHA, a TakikKe . OTHOONT. HHTCHCHBHOCTEl aJs
JIICINOT0 1t Heauueiinoro Bo3Cy:xaenuii. Pesyabrartit pac-
uetoB_npusedens gas /=1/2 u I u aaa I=3/2, 5/2, 7/2 u
9/2. Toayuennoe snauenne  mapaMeTrpa  CBEPXTOHKOrQ
B3aHMOACICTBHS ay’ . (36,4=%2,0 Mru) * A5 ypoBHs (0,10,0)’
XOpOLWO coraacyercs ¢ malubIMH, NOJYYEHHBIMH MCTOL0M
HHTEPMOLYIHPOBaNoft ayopecuenuui. H3 cnextpos, cpsa-!
3amubIX C mepexotavy ¢ noayposieit [=3/2 u 5/2 yposus:
202 (0,9,0), moayweio: ay’=23,18+0,25 Mru u. ay’=|

=23,10£0,15 Mru coorpercrpemo, Onpeaenena koicranra! .

B3aivMoxeitcTBus_Pepyy nas_yposus (0,9,0), paBuas 128+ _

£2 Mru, x-past na ~309, wenplue, 4YeM Ias ypopus
(0,100), B To BpeMs kak noctosmnas % (19%3. Mry) —
Goarwe. Iloayuelivie pesyabraTsl. OOCYKICHB ¢ TOUKIf |
apenis sdpdexta Pennepa "y s—p-ruGpuanoi NPHPOALL |
MOJeK. OpOHTA N, 3ausroft pecmapeHHBIM  3ICKTPOHONM, ;
. - ~ C. B. Ociy |

e



/ ﬂ/ §9: 33472w Hyperfine level-crossing spectroscopy of amiz< |

dogen with dye-laser excitation. Dixon, R. N.; Field, D. (
Sch. Chem., Univ. Bristol, Bristol, Engl). Mol. Phys. 1977,
34(6), 1563-76 ° (Eng). Hyperfine structure of a nao, of levels of
the (0,9,0), and (0,10,0) vibrational states of the A24; state of

Hz was measured using the magnetic level-crossing technique. |
A CW dye-lascr excitation source was used, and the resoln. was

/jé:é‘,’éﬁ—'? ~3 MHz. The analyses were aided by calen. of the relative

fields for the level-crossings in terms of the parameters of ' q .

model Hamiltonian, together with their relative intensitics for :

. linear and nonlinear excitation. These calens. are presented for 7 |
p"f"' /7 - = 1/2, 1 for J = 11/3, 21/3, 31/2, and 41/2. Hyperfine parameters
for the (0,10,0) vibrational state agree with the literature values

obtained using the intermodulated fluorescence method.  An !

apparent drop of 30% was obsd. in the Fermi contact parametor

hetween the (0,10,0) and (0,9,0) levels, ‘I'ho hyperfine splittingy |

within the (0,9,0) state are not complotoly in necord with tho |

simple madel, “heso observations are briotly diseunsed jny tormy

of the Renner effect and the s-p hybrid nature of thu MO!

occupicd by the unpaired electron, ™~ '

E A, 1952 LY
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88: 81234w Dye-laser Doppler-free spectroscopy of hy
Igvcls in c‘lcclronicully excited amidogen. pl%ixon,yplgrﬁf‘rll.?
Field, D. (Sch. Chem., “Univ. Bristol, Bristol, Fngl). Laser:

Chem., Proc. (;‘on/. - 1977 145-9  (Eng).  Edite » Wes
em., _Con 1 : ‘ng). Edited by West,
Mlchm_:l A. Elsevier: Amsterdam, Neth. Hyperfine slru)cture of
levels in the 0,10,0 and 0,9,0 vibronic states of the A24, state of
NH: was measured by using the technique of magneiic hyperfine
lfvcll--cms?';ug spec}ynscupy. Anal. of these speetry shows that
the hyperfine coupling consts, vary substantial i s exter
of upper state vibration, Y with the extent




. 797,
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88: 56925q Amidogen radical(A2A1) from the predissociation
of ammonia(A!A"2). Di Stefano, G.; Lenzi, M.; Marganf; A;°
Nguyen Xuan Chieu (Lab. Mectodologie Avanzate Inorg, CNR,
Rome, Italy). J. Chem. Phys. 1977, 67(8), 3832-3 (Eng).
The prodn. of NHa(A2A1) _mdicnl from vacuum UV photolysis of

. 5 NHi (0.2 torr) was studied. The emission spectrum due to
Clecres NHz(A241) radical produced by the photolysis extends from

., / ~750 nm, where »2 5-0 band is expected, to 420 nm, _Tho
Z&é/y’fzé'/:/ fluorescence_excitation apectrum of the NHa(A24, — X2B))

emission is also given,

-

e AILAE
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’& §7: 175420k Theoretical value for il\é-'bh_diailé‘tnchlhéxit?
o cnergy of amidogen(-). Heaton, M. M. (Dep. Chem,, New:
= %/ —  \lexico State Univ,, [as Cruces, N. Mex.). d. Chem. Phys.
72 1977, 67(6), ogon- 6 (g, ‘Calens. on NH: 213, and Nilz were

repeated by usingt an improved basis sel wiven by 8. Huzinaga
and C. Arnau (1970) uml provided a Koopman theorem est. o
X the phnlud(-t:u:hm(-nt, enerpyiof 0.87 oV. A theor. value of the
vertical plmwdetnchmcnt energy of 0.69 eV was caled. The
encryies of the parent and mol. were not affected to any great
/ﬂ./g 7X“ extent by the c{:ange in basis, the slight jmprovement in tot:_xl
LLCK . "-ncr;t:.y proba{l‘);ly being due tip t}i‘me increase in the no. of the ‘E)adsl\s

. 3 {unctions. "The cnergies of the neg. ian were ore marse
UC%@F’_ improved. Esp. gratilying is the increase in the m‘(?gqitude of thi
crbital eneray of the photodetached (1by) electron.. -+ T -

DY



\/}/’H 6 51024.  TeopeTuyeckoe 3HaueHue SHEPrHH (OTOOT- |
j/ uienaeHus anektpoHa ot wona NIH,—. Heaton M. M.
')]'hcoretical value for the photodetachment energy of
NHy~.. «J. Chem. Phys.», 1977, 67, Ne 6, 2925—2926

- —
M (anra.)
z Merogom MO B mpuGmikenun CCIT npoussegens mo- -
-propubie pacyerst sueprmit MO NH, u NHo- na ocnose |
HOBOrO naG0pa OAa3HCHBLIX BOTHOBHIX (YHKUMIl, B K-poM
ydreHa BO3MOKHOCTb YIJIOTHCHHS BHOLWIHHX 3JCKTPOHHBIX :

M -06os0yex TpH oGpa3oBaHHH aHHoOHa, a Takike AH(PDY3HOCTD
el pg "S- 1 p-3JekTpoHHBIX oGosouek atoma N. Ilepexox k atomy
1aGopy TOYTH He BJHSET Ha pacueTnuie sneprin MO NHa,

QA2 toraa kak ana NHe~ jiocturaercs snaunrtesnpHoe yJayuuie- ,

HHe COrJacHs pacCueTHOil BepTHKaJbHOIl 3Heprun (oToO0T-
wenaenust sekrpona or NHe= (0,69 3B) ¢ akcnepum. sua- .
yennem (0,78 3B), I'pa¢ukn miotHocteit Bepositnoctn MO !
la;, 2ai, 3a; u 4by mas NH, m NHy~ noxaswrsator, uto
st MO B annone Gogee AndQY3HB, yem B HCXOLHOI
MoJieKyJe. DTO NOKa3LIBAeT, YTO ONPEICJSIOUYI0 pOJb B |
XOPOULIIX pe3yJbTaTaX pacuera Hrpaer AupQysHocTb s- i’
p-371eKTPOHNLIX (ynkuuit atoma N, a ue npeimonaraemoe:
.2"//,%; 7‘//;;,‘5(2 yniornense MO B amiore. B. E. Crypar;
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9 J1548. MHKpPOBOIHOBLIi-ONTHYCCKHUIT aBoiinoit  pe3o-
panc NHz. Y. 11, MHayunpoBaHHbIC CTOJIKHOECHHSIMH Me-
pexoapl B COCTORHHC A2A, u naGmopeHnc HOBLIX Koaeda--:
renbubix cocrosnrit. Hills G. W, Curl R. F, Jr. Mic-
rowave optical double resonance spectrum’ of NHa. IIL.
Collision-induced transitions in A%, and observations.
of a new vibronic state. «J. Chem. Phys.», 1977, 66,
Ne 4, 1507—1513 (anra.) :

[Toayuenbl MIKPOBOAIL CICKTPL B o6.aacti 6,4 1 15,7 'riy,
paguganos NHeo, BO3HHKAOUIHX D paspsize, mpu oGayue-
HHH OAIIOMOJOBLIM J1a3epoM Ha Kpacuredc HenpepuIBHOro: |
JeHCTBISI - C MOULHOCTBIO 20—50 MmBT. UYacrora reiepanin |
COOTBCTCTBOBAJA 3JCKTPOHIIOMY MEPEXOIY A24,7(0,10,0)«—!
«X2B,(0,0,0) B NHo. B MuKpOBO.IL. CHEKTpe Kpoie M-
Jutll, OTBCUAIOMLIX DpPALLATCALIBI MCPCXO1aM B OCHOBIOM.!
cOCTOSIHNIL, HabJiogenbl JHHHH, COOTEETCTBYIOLIIC cocron-‘i

|
[

-~

mmo X2B; (0,12,0). HaGmopciibl TaKiKe JHIHH, HHAYLH-
pOBalHLIC CTOJKHOBEHisIMI € MapTHEPAMH H:0 u NoH.. |
[TockoabKy HaGaoacHHbIe MEPCXOARI HE conpono;malc;rc;t .
H3MCICHHCM YCTHOCTH, anlIﬂOIlal‘ﬂC.\lb]ll MCXaHH3M B3dil~
sonciierpusi-ksappynoapunit. Y. 1 e POKdus, 1977,
1J1598. , ‘ - M. Toukon |




My

(ré!:l” st

- are MODR active when a no. of rotational levels of the Az,

3/2 7_322,.{_'151/2. X2B, (0,12,0) are also repor_te_q;

/4

€5 13041Tw Microwave optical double resonance sp -t'x;um“
of amidogen. II. Collision-induced transitions in A2A, ,mdl

observations of a new vibronie state. Hills, G, W, Curl, k.
F..Jdr. (Dep. Chem., Rice Univ,, Houston, Tex)e . Chom,:
Phys: 1977, 66(41), 1507 -13 (Fagg). Strong microwave opliend |
double resonance (MODR) signals were olvad. for NHe around o1
and 167 GHze These transitions occur between a proviegs
unobsd, rovibronie level and, respa, the o = 170 and o - :
spin rotational. levels of Liow A% 200.00,0).  This previousty
unknown level was tentatively assigned as the 2, o = 372, N5
(0,12,0). The N and o assighments are certain, the Ka is fairly
certain, and the Vibronic assignment is very tentative, In addn.,
to MODR signals obsd. by direct laser excitation of the levels
involved in the microwave transition, these microwave transitions

(0,10,0) band are excited. These collision-induced signals are
interpreted qual. in terms of a simplified model. Observations of
the collision-induced_transition (tentatively assigned as) 2u0, J =

7975 54 I
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16 B294. ** Cnektp MHKpOBOJlHOBOFO ONTHYECKOro ABOM-'
)IOI‘O pe3oHaHca H,. II. CTOJKHOBHTEJbHBIE TMEpPEeXoAsl B

cocTosnn A24, M HAGAIOEHHe HOBOTO BHGPOHHOTO COCTO-
sunst. Hills G. W, Curl R. F,; Jr. Microwave optical.
double resonance spectrum of NHz I1. Collision- mduced'

. " transitions in A24, and observations of a new v1bromc1
state. «J. Chem. Phys.», 1977, 66, Ne 4, 1507—]513;

(anra.) :
A r /720 MeTo0M MHKPOBOJIHOBOTO = ONTHYSCKOrO  JBOfHOrO pe-!

% sonatca (MOJP) usmcpensl HHTEHCHBHbIE pa3pelIeHHbIE'
3JCKTpHY. Aunonpnsie mnepexoaw NHz ~6,4 u 15,7 I'ru.:
HaMepennble 4acToThl OTHeceHH K NepexojgaM Mexay pa-i .
lice HCHAO/IOAABWIMCA POBHOPOHHEIM  YPOBHEM 2m, J=|
=3/2, cocrosiHus X2Bl (o, 12,0) 1, COOTB., ABYMS CIIHH-'
R ; BPALIATC/AbHBIMI YPOBHAMH .o, —1/2 u J=3/2, cocros-.

X 192 e @




mua A24;x (0,10,0). Curnanst MOIOP pas oGoux nepexo-
J0B XapaKTepH3YIOTCsl  YMEHbIIeHHeM MNoJaHoi. dayopec-
Henuns B mpHcyteTBHH  MB-manyueunss B OTJHulie OT,
curiranos MOJIP MaruuTHBIX AHOOJBHBIX IJIH 3JCKTPHU.
JUMOJBHBIX TIEPeXoJ0B B OCHOBHOM cocTosiHiH. Hccaeno-:
Baust ciurhaasl MOIP B oGaacti uacror 6,4 u- 157 I'rn,
CBSI3aHHBIC €O  CTOJKHOBHTeMbHBIMH MB-nmepexogamn B
A2A,-coctosinun. Ycraiiosneno, uto npasuna orbopa AJs
CTOJKHOBHTEIbHBIX TepexonoB: AKq.=0, *2. IMonyyennsie
pe3yJbTATHl COMVIACYIOTCSL € panec BBHITOJHEHHLIMH H3Mepe-

HHSAMH  MeToZOM  Jasepuoit ¢ayopecuchuud. Coobur. I,
P)KXuwm, 1977, 1B269. ~~ ~ ~~ ~ C. H. Mypam
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ﬂ/ " 10 B164, OGpa3osanue NHZ(ZzAX) B pe3yabrate /.[//72
AP npeanccounaunn NIH;(A'A;”). Stefano G. Di, Len-
‘ zi'M, Margani A, Nguyen Xuan C. NH(4%4,)
Afrom the predissociation of NH;(A'4,”). «J. Chem.
Phys.», 1977, 67, Ne 8, 3832—3833 (anr.a.) v,
MccaenoBaunt ciektpsl nemyckanus (nepexox A*A,—.
s — X2B;, 750—420 umM) u Bo306ymaenua ¢ayo eHLHH
M/’a\’/ %.Mo:iexylnm NH,, oﬁpaa)ylomeiicnynrl)lu Bygqgo%iﬁgel lall\l-
o / muaka (p~0,2 MM, BojopoaHast paspsigHas Jaamna).
, /ﬂ,‘%’ ue criekTpe Bo3Gy:xaeHus @ayopecuenuuu HaGriogacTes
}7 A cepiisl M0.10C, CBA3AHHAS C ICPEX0T0M Z'Ag(v,:,=7_14)__
g —X'A, (v5=0) NH, (190—170 nv) n xsc moxocs me-
pexona BIE* (U::=0,1)—:Y‘Al (v;_—.O) NH; (okoao
165 uv). CraButcst mox comienie BLABHHYTOe pance
npeanoaoikenue (cMm. Back R. A. u ap. «Can. J. Chem.»,
1477, 55, 1387), uto npu mpemiccouman NH, (A'4;)
NPOTEKAIOT NMAPALACALHO 1BA KOHKYDPHDYIOUHX npouccéa
¢ oGpa3oBannem Nl*_i? (X2By) n NH, (A24,). B. M. KopGa

2.9 O
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11 J4192. ~ Bansinue 6a3ucioro naGopa u xompurypaun=

‘OHHOr0 B3aHMOJEIICTBHA Ha npeacKaszanue reomerpun MO-

aexkyn tuna AHp,. Bell Stephen. The effects of
basis set and configuration interaction on the predicted
geometries of AH, molecules. «J. Chem. Phys.», 1978, 68,
Ne 7, 3014—3024 (aura.) ¥
Hesmnupuueckum Mmerogom CCIT MO JIKAO c noanoit
ONTHMH3aLHell TCOMCTPHH IPOBEICHBI = pacueThl  MOJCKYJ
tuna AH, : HO B cocrosiunn 'A;. NH,—2B, u 24,, CH,—
14, u 3B;,, HoO+ —2B; u 24,, BHy—2%A,. Yuer xondury-
pau. B3anmoneiictBust (KB) npuBOmHT X yBeanucHuio AIHH
cssa3eit na 0,01—0,03 A u ymenbuichuio yraos Ha 1—2°
JIIS1 CHJIBHO H3OTHYTHIX MOJCKYJ H TAKOMY Ke YBCJHUCHHIO
yraos jast ManousornyToeiX. Ilpm yBsesnuenun pasmepa Ga-
3nca BkJaaj or yuera KB ymenburaercs. PesysbTatnl pacue-
TOB TpEACTaBJCHbl B BHAC AHarpaMM B KOOpPAHHATax: Ba-
JICHTHBIT yros — Aauna csa3u. OGuapyceno GoJsbuioe cXo/1-
CTBO AMArpaMM JAJsL PasHbBIX MOJICKYJ, HAa OCHOBaHHH YEro
0Ka3aJIocb BO3MOXKHBIM NpeJicka3aHHe reOMETPHH ¢ (onblieii
TOYHOCTbIO, uyexX NPH OAHOM KaKOM-HHOYAb ~pacuere (3a
HCKJIOUCHHEM pacyeTa B oyenb GosblioM 0as3nce H € YueToM
KB). B yactuocTH, npeackasannl pe3ysabTaThl pacueTos aJs
NH2~ B cocrosnuu 'A;. B. JI. JleGenes
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22 B254. CnexkTp MHMKDPOBOJHOBOTO GiTHYECKOrO ABUN="

.Horo pesonanca NH,. 1V. HaGaopenne neoGbuioro Bpa-

mareabHoro mnepXomasB X2B,. Hills G. W, LoweR.S,,

‘Cook J. M, Curl R. F. Microwave optical double reso-

nance spectrum of NH.. IV. Observation 'of an unusual
rotational transition in X2B;. «J. Chem. Phys.», 1978, 68,
Ne 9, 4073—4076 (anra.)

Merogom MB-ontiu. asoitnoro pesonanca MOJP 13-
Mepennl ABa BpallaTeabHBIX nepexoaa 33«43, J=7/2 (I)
" 33«43, J=7/2<-J=9/2 (I1) moaekyast NH, B ocroBnOM
cocrostHLu 2B, Ilepexox I naGmopami B oGaacTii yacToT
0K0J10 5,5 Tl MPH ONTHY. HaKauKke mepexoga Soz<—43; J=
=9/2«J=7/2, A?A4,X(0,9,0)«X2B,(0,0,0) npiu
16771,16 cm~!. Tlepexox Il oGycsoBien cnin-pauarens-
HBIM paculenJieniieM n nHabmojaJncst B 06JacTil 4acTOT OKO-
a0 11,7 I'ru. OGa nepexoxa I n I paspementt B Marunt-
HoM aunoabnoM npuGmikenun, M3 anammsa crpyxryps ne-
pexonos I 1 Il onpenesensl NmATH U3 uIECTH JHHelHO Hes
3aBHCHMBIX TNOCTOAHHBIX, ONMICHIBAIOUNX BJNSIHHE UEHTP
GeIKIOro HCKAZKEHNS Ha CIHH-BPAILATCJBHOE B3anMoeiic
Bil€ Naaaa=30,76 Mru, Nu555=0,624 (14) Mru, Naabs=

=—27(14) Mru, ny40a=39(14)M : :
2=34(2) Mrw. (MMt (oves +assa)

C. H. Mypau
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89: 508890~.—Mi6r0\vd§0 or;tic:‘l'lmd'(;.u.bl'é reson
of amidogen, 1V, Obsorvation of an unu
trannition In X213, Hills, (i, W, Lowe, I, S,

7578

ﬁncé-sﬁ.éctrunl
sual rotutional
Coule, J, M

3 Curl, It I°,, Jr. (Dep. Chem,, Rice Uuniv.,, Houston, Tex.), .

Chem. Phys, 1978,  68(9), 4073-¢ (Isng).

- transitions in the ground 2B, state of NHz (331,

7/2 and 3y, J = 7/2+413, J = 9/2) were obsd

b{/—, 7R, ortical double resonance. The transitions are magnetic
3 lowed as a result of the spin-rotation interaction mixing

Two rotational
= 7/2‘-:413, J =
. by microwave

dipole
of 413,

= 7/2 with 33, J = 7/2. An anal. of the mixing when
combined with the previously detd. spin-rotation centrifugal
distortion parameters allow the detn. of the § linearly independent i

spin-rotation centrifugal distortion consts. The r
(in MHz) are 7400, = 30.7(6), nsses = 0.624(14)
nbbaa ¢ -3.9(14), and 7ebad) /2 = 3.4(2), where the quote

parentheses is 3 std. deviations.

C. TS 8

esulting consts,
=2.7(14),
d. error in
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24 B24. " HeamnupHueckue MHOBEPXHOCTH TMOTEHLHANBHON
‘3HepruM TpUmIeTHLIX coctosuuit NHp,+. Hirst Da-;
vid M. Ab initio potential energy surfaces for triplet:
.states’ of NHy*. «Mol. Phys.», 1978, 35, Ne 6, 1559—:

. 1568 (awura.) . ‘

PaccunTaliLl . mOBEPXHOCTH MOTCHUHANLHOIT SHCPTHH TPHI-!

/% {/{(g[’ JIeTHHX coctosinuii Monek. nona NHpt, cBssannbie ¢ auc-:
g ‘ + +

-counan. npeaenamu N++H, u N+H,+. Bruncnenns npo-;

7 (b AEFCF  BeACHH METOAOM KOHQHIYpall. B3aHMOACHCTBHS C HCMOJb-.

3oBanneM Gasucublx naGopos Jlanmnuura CrpynnupoBaHHBIX
‘rayccoBbix (YHKIHii s- H p-THna ¢ A00aBJeHHCM NOJSAPI-|
3all. p-opGutazeii na atomax H u d-op6uraneii na aro-,
se N. PesyabraTol npeacranienbl rpaguuycckH s ABYX
_nopepxuocteit auneiinoil mecumM. xoudurypaumn. - (3%-), .
_Tpex mobepxiocTeil A KoHurypaii Coy (1345 234, m:
“B1) M Tpex mosepXHOCTEii A5t KOH(MHIYPaLMH CHMMCTPHH |
Cs (1347, 2347 y 334”). Bo Bcex cayuasix MCHbSIICPHOC |
paccroaune ¢parmenra H, cocrasnssno 1,4 ar. en. B cay- !
‘1ac nosepxiocreit xondurypaunu C, pe3yabTaThl NPCACTaB- |

JICHBL Ans TPeX 3HaucHHii yrna 0 MeXAY. NpsaMoji, coeanus-
2 2 AL '




ioueii aToM asoTa ¢ UeHTPOM Mosekyas Hp u ocbio Ho.!
Oryeyeno, yto pxJjloucnie B Ga3uc noasipusau. opGurasneii
MaJ0 M3MCHSICT MOTCGHUHAJB B TOYKaX MHHHMYyMOB. Cxema-
1o 3akaiouenue, uto npn 0<<30° p-unus N++Ho-NH++H |
nPOTCKACT 1O MNPSAMOMY MCXaHH3My Ha NOBEPXHOCTH :
BA”—3%~, Tlpu ocranbublX 3nuayenuax 0 ABHzKeHHe BHAua- | v
Jie ocyuiectasieTcss no nosepxnocti 134”7, u B obnacti |
(ICCBJIONCPECCYCHHST CYIICCTBYCT GOJbLUAsi BCPOSITHOCTD IiC- |
pexona Ha nosepxuocth 2347 mpu He oueHb MaabIX 3HEP- |
‘rHAX coynapennst. Jlas rcomerpuy. Koudurypauuit  Cs,
JIBHCHHC OCYIICCTBJIACTC MO HHXKHEl NOBEPXHOCTH 3A,. !
"TpunJeTHsie MOBCPXHOCTH, KOPPCJHPYIOUIHE C AHCCOLHAL,. |
.npenesom N (4S) +Hot (2Z¢t) aABnsilOTCH . OTTANKHBATCB- |
LHBIMH. ) A. B. Hemyxun

"
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) 9H22i.  Heammmpuueckue nccnenonanms XHMHYECKOrO |
; j l’ aBHOBecHs. PaBHOBECHS AT TMApHAOB BTOPOro mepuopa:
v

AH,, AH; m_AH, u ux xatnonos. Kells Vladimir,
TbAM~-MIiTosTayv, Carsky Petr, Slanina:

+ Zdené&k. Ab initio studies of chemical equilibria, Equi- !
% _. libria_containing_first {ng_hydride&A_Hg, AH, and/})H;J]

%W/;W Zéaﬂﬂ%{g

Cfteds Cpestaad, &5
2, 794N 2

/




and their positive ions. «Chem. Phys. Lett.», 1978, 53,
Ne 3, 555—559 (anr.) ;
Hesmmipiueckum Merogom CCIT MO JIKAO B Gasiice)
rayccoBCKHX ¢-Wnii 955p/4s, CrpymmHpOBAHIOM B MHHH- |
MaJIbHBI, a TakiKe B 3TOM Ke 0a3lce C yucTtoM noasipu-!
3auMOMHLIX G-umil d-Tna Anas aToMoB-N 1 O u p-tuna
‘mast atomMos H  paccunTaHbl TEMJIOTHI peaxuuit:  NHa+
"+ H;0+—>NTT+ - Hy O NH2+NH4+—>NH3++NI‘13; NHs’*‘\
+H;0+>Nh,+ 11,0, NH;+OH-NHp+H0;  NHeb+ 1
+OH-NHy++H,0; Hp+OH~H+H,0; NH;+H->NHo+
‘+H,; NH*+H—>NHy++Hy;,  OH+H--H.0; NHp+H—!
S NHy; NHg++H>NH+; H,0+H¥—H0%; NHp+H¥—> 1.
—NHy+; NH;+H+—NH,+, [as Bcex pearentoB pacciil-|
|Tala paslOBecHas eoMeTpHs, Kose6aTenplibic_4acToTLl 1
' Koue W
1000, 1500, 2000, 3000, o paccunTambl KOH-|
CTAUTH_DABHOBCCIs, XOPOWIO COTJIACYIOULICCS C MMCIOUL-,
MHCS SKCTEPHM. famubiMir (mpH pacyeraX —YYNTHBaIacCh}
HOHPZ;BKZI Ha SHeprHH KOppessiui, B3fATas M3 JHTEpa-,
aypeh. ‘ B. JI. JleGenen'
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9 J1221.  HeamnupHueckue HCCACHOBAHHS XHMHYECKOro
paBHoBecHsi. PaBHOBecHs! 1S THADHAOB BTOPOro mepHoxa
AH;, AH; n AH, n ux xatuomos. Kells Vladimir,
Urban Miroslav, Carsky Petr, Slanina
Zdenék. Ab initio studies of chemical equilibria. Equi-
libria containing first row hydrides 1}1—_{2,& AHy and AH, |

.
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fand their positive .ions. «Chem. Phys. Lett.», 1978, 53,
‘Ne 3, 555—559 (aur..) :

Hesmmupuueckum merogom CCIT MO JIKAO B Gasice |
rayccoBCKHX ¢-unii 9s5p/4s, CrpynmupoBaHHOM B MIHHH-
MaJBHHI, @ TaKiKe B 3TOm JKe 0asice C YYCTOM ‘MOJSIPH-
sausonnblx ¢-unit d-tuna aas atomoB N n O u p-tuna
Aas atomos H . paccunTanbl TemaoThl peakumii:  NHo4-
+H30+—>NH;++H,0; NH,+NH+—>NH;3++NH,;; NHz+
+H;O+—NH,*+H,0; NH;+OH--NH,+H,0; NH,++
+OH-—>NH;+4-H,0; H,+OH-—H+H,0; NH3;+H->NH,+
+H2; NH4++H—>NH3++H2; OH-}-I’I—*I‘IQO, NH2+H—*
—NHy; NHy+4+H—NH+; H,0+H+—H,0+; NH,+H+—
—NHs*; NHy;+H+->NH,+, na Bcex pearentoB paccun-’
TﬂllﬂG;)::;LOBeCllaﬂ reoMeTpHs, KoseGaTesblible 4acTOTLl M
KoJe Wble cratHeTHY., cyMMmbl - Hdas 1-p 298, 500,
1000, 1500, 2000, 3000, 4000 1 5000° K pacch:nanm KOH-
CTallTL! DABLOBECHS, XOpolwo COTrJIacyloIecst ¢ HMEIOLH-
MUCS SKCUCPHM. namupiMi (mpn pacuerax. Yy4HTLIBajach
rTioyr;EIz;m(a a 3ueprin KoppeJasiuuy, - B3siTas H3 JHTepa-
YRl . S-— - .. __B.JL JleGencs
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88: 112775¢ A matrix infrared study of the NH: torsions
of amides. Rasanen, Markku; Murto, Juhani; Kivinen, Antti
(Dep.: Phys. Chem., Univ. Helsinki, Helsinkt, Finland)., Ber!
Bunsenges. Phys. Chem. 1978, 82(1), 63-5 (Eng). An Ar- and
Nz-matrix IR study of several amides showed a very intense
band in the far-IR region and in almost all cases this band i$ the.
most intense in the whole spectrum. It shifts by ~80 cm-t
towards higher frequencies on going from Ar to N2 medium and
doping the Ar matrix with a small amt. of N2 (1-2%) leads to
bands similar to the N2 complex bands of alcs. All obsd.

.phenomena indicate a marked similarity between the band in

question and the OH torsion band of alcs.; the band is thus
assigned to the NH: torsion. The NH: torsional peaks of the
amides are temp. dependent in N2 matrixes whereas in Ar there“

~ are no observable changes in the temp. region 10-25 K. '
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24 B205. Monekyaspuble noctosmnsie  yposus 010"
\ocHoeHoro anexrpouuoro cocrosimnst X2B; NHe Vervio-:
)et M, Merienne-Lafore M. F,.Ramsay D. A

Aolecular constants for the 010 level of the X2B, ground !
§tate of NH,. «Chem. Phys. Lett.», 1978, 57, Ne 1, 5—7[

N,

i

P A aura.) . _
f/é&/ﬁ% HM3mepenst cnextp ncnycxammwN\Hi (nepexon A24,— .

—X2B,), Bo30yxnacewmsii B MB-paspsne, n CIICKTP qmy~2

74%7&/&6@'_ opecuemunt NH; (A—X), posOyxxacysii rascpon 'ia |

kpacuteac (kymapui 74). Hoayuens cien. anauenns -Mo- |
aex. nocroaumnix A, B, C," Ag, Apg, Ay, Sxr Op

. ~ |
HK1 LK’ €aar Eob» €ecy naaaay.T» NHz (Xth 010)1.
(6 on'): 25,9684, 13,1136, 8,0371, 3,470 X 10-2, |
—4,99X10-%,. 1,209 10-2, 2,23 10-%, 4,83 10-%, |
1,114 X 10-*%,  —2,68 X10-7, —0,396, 0,0511, 0,0042,
0,00195, 1497,274." B. M. Kon6a |

YN . {44
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0/////’/ _89: 120121z Molecular constants for the 010 Jev
Z X2Bi ground state of amidogen. Vervloet, M.; Merien
M. F.; Ramsay, D. A. (Lab. Chim. Phys., UER S

Fr).  _Chem. Phys. Lett. 1978, 57(1), 5-7

A241- X2B) emission spectrum of NH: was investigated (a) with

moderate resoln, (] cm-1) by excitation with

laser and (b) with higher resoln. (£0.02 cm-1) b

" microwave discharge. Rotational assignments” were made for

. bands (O, v2',0) — (0, 0, 0) and (0, v, 0) -+ (0, 1, 0) with v =
"/ /7 12, 13, 14 and 15. Term values were established for 93 rotational
“H 74 N levels of the 010 level of the ground state, and were fitted with a
. std. deviation of 0.032 cm-1 to g Hamiltonian with 15 mol. consts,

’ A table of term values is given for the 010 level up to the 8gF,

and F rotational levels.

A GG L0

a coumarin dye
Yy excitation in a

S~ e et e o

AV 3897



N, ek 6376 <t

171851. Mouexkyaspubie nocrosiHubie yposus 010 -oc-
nopHoro  cocrosinua X2B; pagukana NHo,. Vervlo-'l
et M, Merienne-Lafore M. F,, Ramsay D.A.:
Molecular constants for the 010 level of the X2B; ‘gro-
und state of NH,. «Chem. Phys. Lett.», 1978, 57, Ne 1,}
. 5—7 (aur.) :
i Cnextp ¢ayopecuenuny paankana NH,, coorperctsyio-
: muit  nepexony A24,—X2B; ‘B oGaactn  4000—8900 A,

wi P ‘17 BO3GYyKAancs J1a3CpOM Ha KPacHTEAC M B MHKDPOBOJH. |
bl 1 paspamc. B pesynsrate amanmsa  koneGaTesbHo-Bpalla- |
TCJIBHOIT CTPYKTYpPbl  HHTEPNPETHPOBAHLI TIOJIOCHI

- (0, vy, 0)=(0,0,0) um (0, vo/, 0)—(0, 1, 0), vy’=12, 13,
14; 15. Onpepenensl. nosoxennss 93 BpamaTeJbHHX TO-
ayposueit Fi, Fs, npunagaexkawnx yposuio 010 cocrosi-
uust X?By. BHUHCACHB ~il5 MOJCKYJSPHLIX . MOCTOSTHHBIX
5TOrO  yPOBHS. . ¢ M. A. Kosuep ;
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M 91: 219808 Molecular constants for the ground state of
2/ amido{cn radical. Birss, F. W.; Ramsay, D. A.; Ross, S. C.;
Zauli, C.” (Dep. Chem., Univ. \lbcrta Edmonton, 'AB Can. T6G
2G2). J Mol. Spcctroe: 1979, 178(2), 344- 6 (Eng). The
absorption spectrum of NH: was reinvestigated uxmn high
resolving power and resul:ed-in considerably improved rotatlonal
consts. for the ground state. The Hamiltonian used is a
combination of the A-form reduced asvm. rotor Hamiltonian of
J. K. G. Watson (1977) and the A-form reduced spin-rotation

Hami*onian of J. M. Brown and T. J. Sears (1979).
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M rivimrcic. 897 4 779
,f/ 6 M174. MonexyaapHble KOHCTAHTBI JJ1s1 OCHOBHOro €O- -
crosinns panukana NHp. Molecular constants for the gro-
Sund state of NEy=Birss F. W, Ramsay D. A,
Ross S. C., Zauli C. «J. Mol. Spectrosc.», 1979, 78,
Ne 2, 344—346 (anra.)

U3 uacror 2739 aunmii, uaMepenunx Merosamu HK-na-
3epHOr0 MArHHTHOrO M ONTHYECKOrO MHKPOBOJH. ABOMHOTO
pe3oHalca H MO ONTHY. CNEKTPY C HCNOJb3OBAHHEM Bpa-
IATEJLHOrO M CIHH-BPALIAaTEJbHOrO TaMHJILTOHHALOB B
¢opMe YOTCOHA, BHUHCJEHB! 3HAYCHHS BPALIATEJbHLIX H

“”r/? , HeHTPOOEKHEX MOCTOAHNBIX (BMAOTH A0 K03d. mpu No8) u
MOCTOSIHHLIX CIHH-BPallaTe/bHOTO B3aHMOJENCTBHS s OC-
HOBHOTO 3JCKTPOHHOro cocrosiuust X2B, paaukana NH,.

. P. Anues
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Lot 9714  FGXY

\/7/1//’ Y b227.  Monexyaspkbie noctosunsie NH, B OCHOBHOM
< s ) croannn. Birss F. W, RamsayD. A, Ross S. C,,
Zauli C. Molecular constants for the ground state of

NH;. «J. Mol. Spectrosc.», 1979, 78, Ne 2, 344—346
%aum.) L |

Mamepen onTHY. CeKTp noraoulenns cBo60IHONO paHKa-

LD CCL0 LT na NH, co cnekrpanpubiv paspewennenm 6-105, [osyuen-
Ve (LIEY, /. HbIC JaHHBIC - BMCCTE C H3BECTHEIMH JAHHEIMH  H3MepeHHit

wrcipmr. K- 6579
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meropamin MB-ontuu. ABoiinoro pesonanca (MOJIP),
HK-nazepuoro marnutioro pesonanca (JIMP) 1 smucchor-

Hoit cnekrpockomun (2C), Hcnosab3oBambl AJs onpejeJae-

HHs1 MoJiek. nocrosnubX NHy B ocuosuom X2B, cocrosmmn.

Auajmus CNICKTPOB BLINOJHEH MNPH HCI0Jb30BAHHH FaMHJL- |

TOHHaHa B npeacrap/iedid Yotcoua ¢ YueTOM KBApPTHUYHHIX,
CCKCTHYHBIX H OKTHYHBLIX MNOCTOSIHHLIX U.CIITPOGC)KHOTO HC-
KaXCHH H CHHH-BpallaTesJbHOrO B3alMOICHCTBHS. B pac-

UCT MOJIEK. MOCTOAHHLIX BkJ/owenst 31 wacrora MOJLP, .
2% uacrotst JIMP, 37 sueprerny. yposueii C y 2234
SHEPreTHY.  yPOBHEH, ONPCACAGHHLIX 113 ONTHY. CNCKTPa.

Bpamwareasitle nocTosHuEC B OCHOBHOM COCTOSHHN paBHbl
(8 Mru) A=710311(7), B=388289(5), C=245015(5) u
XBAPTHUHLIC  MOCTOAHHBIC  LEHTPOOEIKNOrO  HCKAMKOHIS
— (8 Mru)  Ax=659,0(13), Ank=124,5(10),. An=
=31,55(19), 6x=30,0(11), ON=12,62(9). Bxawoucune B
aHaJMH3 ONTHY. JAHHBIX 3HAUHTEJLHO MOBBLICHJAO TOUHOCTD

onpeaesieHs uellTp06CH\'Hb1X MOCTOAHHLIX, OJHAaKO, npak- _t

THYCCKH K€ NMOBJNAJO HAa TOUHOCTL OMPENCJCHHS MOCTOSIH-
HHX_CUHH-BpalaTe. bHOro p3anMojeiictsis, C. H. Mypauu
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V92: 858:18¢ Axgon fluoride (Ar) laser photodissociation of

ammonia at 193 nm: internal encrgy distributions in’

M amidogen radical 2B and A?A;, and two-photon generation
of imidogen radical A3IL and bi=+. Donnelly, V. M.; Baronavski,

A. P.; McDonald, J. R. (Chem. Div., Nav. Res. Lab.,!

Washington, DC 20375 USA). Chem. Phys. 1979, 43(2), 271-81",

(Eng). NHsz was photolyzed with an ArF excimer laser at 193

nm. NH2 was formed in the A?A; state, detected through the:

ﬂ/’-{/ﬂ __identification of A2 — X2B1 emission bands between 620 and :
/ v 1130 nén,ﬂ and also in the1 X2B1 stn)_ée. identified 1')1yl dye laser
.y induce worescence on the A =~ transition. The A-state
‘/‘4"5‘2&" . yield is ~2.0% relative to the X-state. The A24: state has a :
propensity for being formgd in high K, rotational levels. The v'2

vibrational levels of the A2A; state appear to be populated in a

9 L CU ,%monoton'lm“)' decreasing distribution, with_an av. vibrational

@ & O
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cnergy content of 1000 em-l.  Rotational populations were
deduced fo: the 050 = vibrational level of the A2A; state. The '
colder—than-room—temp. rotational distribution (Tht = 210 = 40

is explained by angular momentum conservation arguments,

¢ vibrational and rotational features obsd. in the J_\ge laser
induced fluorescence excitation spectrum of NHy A <« X could |
not be assigned at near collision~free pressures. However, under-
thermalized conditions, the 090 «— 000 Z, 090 < 000 A, 0
100-000 = and 0 100 «— 000 ¢ bands were clearly identified.
Arguments are presented which show that the nascent” X2B,
photofragment is created either with the ", vibrational population, -
or the K"y rotational population inverted. NH A3[] «— X3%-and -
O1¥+ — X33- emission were also detected at 336 and 471 nm, -
resp.  Formation of NH A3II and b1Z+ is attributed to 2-photon
resonance processes. caed Lo g :




2 1736. i .036y.:.eHHOro COCTOfIHMS M npo-
\A' ),/a UeCCHl GHMc ™ .y Horo Tywenms NHy(A A)). Excited |
L state ¢ /nari.cs and bimolecular quenching processes for

NH, (424,). Donnelly V. M, Baronavski A P,
McDonald J. R. «Chem. Phys.», 1979, 43, Ne 2, 283—
. 293 (anra.) 1
- HsMepentt paguaionnsie BPCMEHA KH3HH H KOHCTaHTH
"CKOPOCTH Tymenng pannkanos NH,(A24,), o6pasyouuxcs
fIpu dorosnze NH, H3ayuTHReNMATF-nasepa (A=193 HM). |
oLl , Xopouro Paspewennas Konc6aTenbno-np_amaregbnax CTPYK- 1
/] Typa B_cnekrtpe ¢uryopecueniun NH2(A24,—X?B,) nosso- |
<113 HCCJIeIwBaTs'sz’nhﬁxy OTAG/ILHLIX KOJleGaTeNbHO-Bpa-
., . ATEILHBIX  ypophej cocrosiniad  NHy(A24,) snaors no
= 4 ,{.z.(yd’_.’l/ « V=8 u Koa=7. Nlnn papmaumonnoro BPEMEHH JKH3HH yPOB-

Lo '/,/,-.,‘ HEH coctosmns Z24,, HEBOSMYLIEHHBIX  peHHep-TeJ1epoB- |
4 /‘7/ i ‘CKHM B3anMozeiictuey c OCHOBHBIM COCTOsIHHEM, 1oJy4eHo

.




3HaueHue (46+6) MKcexk. YcTaHoBJeHO, uto KosneGaTebHast

' H BpamartesibHas peslakcauiu B cocrosnun A24;, mo xpaii-i
Heil Mepe, Ha MOPSANOK MeNJeHHee 3/eKTPOHHOrO TylleHHsi!
5TOro cocrosinHsi Mosekyaamu NHz. B satyxaumu mmpoxo-|
MOJIOCHOrO H3JAyueHHs, pawmouwero ~159% BkJax B HHTEHCHB-:
HOCTb (ayopecuenun: NH, B o6nactn 620—890 nw, obHa-
‘Pyxena panee He HalJi0JaBIIAsicss MejJCHHAst- KOMIIOHEHTA v
(=100 mxcek), o6yc.1oB/ieHHas B3aHMOAEHCTBHEM HEKOTO- |
pbIX ypoBHeit cocrosmuit A%A; u X2B,. BuGa. 23. 3(
s, B O i ik B..C..MBanos.
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91: 219714y Excited state dynamics nnd_bimo]cculn:'{‘gc/"—(j
nching processes for amidogen radical (A2Ay). Donnelly, V.
M.; Baronavski, A, P.; McDonald, J. R. (Chem. Div., Nav. Res.
Lab., Washingtor, DC 20375 USA). . Chem. Phys. 1979, 43(2),
233-03  (Eng). Radiative lifetimes and quenching rate consts.
were measured for the A2A1 state of NHz, formed through_ArF
excimer laser photolysis of NHz at 193 nm. The NHa(A24,--X23;)
emission is ({iscrctc, allowing single vibrational and rotational’
levels to be isolated. An av. radiative lifetime of 31 % 4 18 and
an NHa quenching rate const of (6.1 £ 0,2) X 10-10 ¢ma mol.-1 g-t
is independent of the K'a rotational level and ¢'z vibrational level
for K'a = L4, 6and Gand v'2 =6, 7 and 8. Tho 050 X level (W'
= 0) lifetime is slightly longer (16 £ 6 p18) and its quenching rate
censt. somewhat lower [(6.0° 0.2) X 1010 em3 mol-t 5], These .
lifetitaes are interpreted as radiative lifetimes of levels of the -
A*Ar state, unperturbed by Renner-Teller coupling with the
ground state. "The quenching by NHa is predominately electronie
quenching of the A24; state,” with vibrational and rotational
relaxation within the excited state being at least 10 times slower,
A 2nd, previously unobsd., long-lived component is found in the
decay of broad-band emission, comprising ~15% of the tluorescence
intensity between 620 and 890 nm. Its lifetime is 2100 ps, with
an apparent quenching rate const. of 7 X 10-11 ¢m3 mol.-1 s,
This long-lived emission is ascribed to spare coupling between
some levels of the A24; and X238 states. . . '
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- Y
M \ 11 a3’ Tepexon Bpamarensiof SHEPTHH B npepe-
R )13.\' A?A -cocroauns NH,: abconoTHble  KOad(uLHeHTH!
"CKOPOCTH M BJIHSIHHE CIHHOBOrO OGMEHA B CTOJNKHOBEHMSX -
¢ atomamu H. Dixon R. N, Field D. Rotational ener- |
ry transfer within the 424, state of NH,: absolute rate
coefficients and the influence of spin exchange in colli- .
7

, sions with H atoms. «Proc. Roy. Soc. London.», 1979,
}z&/ié%g A366, Ne 1725, 247—276 (anra)
2 4 , ] Paccmorpenn npoumeccwt nepexona’ BpawatensHoit 3Hep-
é(a“/ P77 - rin ([1B3) B mpemenax (0,9,0)-koneGatenbhoro ypOBHSs
%947&%/ A?Aj-cocrosinus NH,. IMapTuepaMu cTosknoBenus, oTpercr-
BEHHBIMH 32 GOJIbLIYI0 NOMO TNEPeXofa, SIBASIOTCS ATOMH
H, xouu-Hs KOTOpHX NOCTAaTOYHO BeaHKa npH 06pa3oBaHHK
paaukanon NH; B peakuuu napoB ruaposmna c aToMaMH
Bopopona. Pamuxkanst NH, Bo36yxmamucs B COCTOSIHHe

e 1
A?A; ¢ nomowpsio Jla3epa HENPEPHBHOro AeficTBHA Ha Kpa-
curensix. Mamepennme ppeMena xuany BO36YXKIAEHHNX CO-
crosurfi NH, p ¢-uHH poBHOPOHHOM SHEPTHH TNO3BOJIHJK
TI0YUHTD aGc. BeaHuHHB KO3(. CKopoctH npoueccor IIB3.

Z 75277



Heenenopano taxsxke TOBE/ICHHE 3/CKTPOHHOro crmma npu
B3, [poraGyanposany H3MepeHHble |4 KO3(. cKopocTH
A% nepexona MEX1y opTOoypoBHSIMH (0,9,0) -koneGaresnp-
HOTO  ypoBHs NH.A424, g CTOJIKHOBEHHAX ¢ H -u paccun- |
Talnbie no Gophosckoi; MozaesH HCKAXKCHHBIX BOJIH. Mogens
A2eT  nonykomuyecrs, cornacue ‘¢ sKkcrepiMmenTom, “Ioka- -
3aHo, uTO 3nekTpOHNM cnextp’ NH, o6napnaer paspelnae- .
MOH B 3Kcnepumente AyGretHof CTPYKTYPO#. Ananus nosy- '
HCHHHIX RanHmX TI0Ka3uiBaer, yro HabJoRaeMufT B 3KCepH- |
Meiite nepexog BPallatenbioii sneprun p GoJbIOf cTemeny !
Onipesensercs CUHHORON opHenTaumeRt, BuGy. 24, H. ®aake!
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18 b1302. OnTtoranbBanuyeckas cnexrpbcxonuu HEKO-
TOpbIX MoJaeKya B paspspax: NHp, NO, Hy m No. Feld -
mann D. Opto-galvanic spectroscopy of some molecules

in discharges: NH,, NO;, H; and N; «Opt. Commun.», :

1979, 29, Ne 1, 67—72 (aur..)
OnroranbBannyecKkasi  CMEKTPOCKOMHSI, : MPHMCHSIBIIASCS

panee s H3y4yeHHST aTOMHbLIX YaCTHL, B OCHOBHOM H Me-

TacTabH/IbHBIX BO30YXK/JACHHBIX COCTOSIHHAX, HCIOJb30BAaHA
JJIS1 H3yueHUsl 3JICKTPOHHbLIX MEpexof0B H3' OCHOBHOIO H Me-
TacTaOHJILHBIX BO30YXKACHHBIX COCTOSIHHH MoJekyJ  NH,,

i
|

NO,, H, u N, 3ouy pa3psiia NoCTOSIHHOrO TOKa NpH HH3-'
KoM paBa. (0,2—5.MM) B MOTOKax pasjiulblX rasoB o6Jy- .
YajH NPepLIBHCTLIM CBETOM IMEPECTPaHBAEMOro Jasepa Ha'

KpacuTeJle HeNpepblBHOrO AEHCTBHSI M MpPH TMOMOLLIH CHH-
XPOHHOrO YCHJHTE/sl PerHCTPHPOBANH H3IMCHEHHS HaNpszKe-
HHSl pa3psjia, Bo3HHKalOlIHe, KOTa AJHHA BOJIHLL Ja3epho-
ro H3JIyYeHHS coBmajaJja C JJHHOII BOJIHBI aTOMHOIO HJH
MOJIeK. nepexoaa. Jlaui’ BCJHBL Ja3depa MeHsH oT 570
Ao 620 um. Ipu paspsme 8 NH; u NO, naGmonanu onto-
ranbBanny. cnektpst NHp, u NOz, CTPYKTypa K-pblX XOpOLIo
COrJIACYeTCst ¢o CTPYKTYpOil H3BECTHBIX M3 JHT. CHEKTPOB

NOrJIOMEeHHs sTux Mosiekya. I1pH paspsane B H, naGmonann

AOBOJILHO CaGpie JHMH, OCHOBHAsF 4YacThb K-PhIX M. 6.

L1958 -



HACHTH(QHUHPOBAHA KAK JIHHHH TEPEeXof0B MEXKAY YpPOBHSH-
MH BbLICOKOBO30Y>KA€HHOTO TPHIJIETHOrO cocTosiiust 2p3Il
H COCTOSIHHAMH, OJAH3KHMH K npefeay Auccoumnaund. Ilpu.
paspsae B Np HaGmoaann BCe HHTCHCHBHBIC MOJOCHLL 1-it]
noaoxurt. cucremol N, (nepexox BiIlg—A%Z,*), a rtakxe’
NoJ0CH Nepexoja MexKAy PHAGEPrOBCKHMIH  COCTOSTHHSIMIL,
N2(Cy!'lu—!Zg*) (cucrema JleaGerrepa). OGa uusuux co-!
CTOsiHHSI HAOMOAABIINXCA TNCPEXOAOB SABJSIOTCS MeTacTa-,
GunbupiMH,  Mx sueprun paBust 6 3B (A3S,+) n 12 3B
(Zg*). B onmitax ¢ Hy 1 N, mpouspoAuit Takxe H3yue-.
HHE TNPOCTPAHCTBEHHBIX pacnpefeleHHil ONTOraibBaHuY. |
CMEeKTPOB, MO K-pLIM ° MOXHO CYAHTb O pacnpeiencHHi
KOHU-HiT BO30YK/JEHHBIX METACT:OHJIBHLIX MOJCKYJ. B ombl-
tax ¢ O, Ha0JMIOAAMI TOJLKO KOHTHHYYM H JABE HHTCHCHB-
nule atomusle Jumii npy 5959 n 604,7 uMm. B paspsiie B
Ar naGmopnann MHOro Jauumit cJgaGoil HHTEHCHBHOCTH, CpaB-
HHMOIT € CHrHaJaMi MoJekyJ, Ho GoJee caabbix (Ha He-
CKOJIbKO MOPSIAKOB) IO CPaBHEHHIO C HHTEHCHBHBIMH JIH- |
nuaMu paspsiga B Ne. Hu B OfnOM H3 3KCNEPHMEHTOB He
Habmonann aHCKperHolie chekTpsl HoHoB. OGcyxmalorcs
npenMylecTBA METOAA ONTOraJbBalHHY. CNEKTPOCKOMHH H
CI1oco0bl MOBBILICHHA €ro YyBCTBHTC/IbHOCTH H PaspeliCHHs.
D10 NpoCcTOil H YYBCTBHTE/bHBI METOA JETANbHOrO H3yye-
HHS NMPOCTPAHCTBEHHOro (I 3HEPreTHYCCKOro) pacnpefese-

D

HHS aTOMHBIX H MOJIEK. YacTHIL B IJa3Me, K-phle HeJb3s
AetekTHpoBaTh Ge3 BKJaja ()OHOBOTO H3JYYEHHS METOJOM ‘
$ayopecuenTHOl cnekTpocKonH: B. E. Ckypar,

£]




~in the 9-um region. Observation

Lotrrriey té¢ gﬂz_z /ﬁy
9 J1482. Cnektpol aasepuoro MAarHuTHOro ~ pe3oHaHca

panukana NH, B obaacti 9 mx.
lar A. R. W. Laser magnetic resonance spectra of NH,
of weak AK,=—3
transitions in the ve band. «J. Mol. Spectrosc.», 1979,
74, Ne 2, 224997 (aura.)
Hsyuenst cnextpsl saseproro
(VIMP) paankana NH,
NefiCTBHEeM H3MyueHus
1108 cm-1,

MarHuTHOroO
(I) B marn.
COs-n1asepa B auanasone

Hills G. W, McKel- .

pe3onanca -
none 2—8 kre nop :
1030—
Mounekyast [ nonyuenst NPH  B3aUMOACHCTBHH |

NIOTOKAa Tra3006pa3Horo ruapasuHa c NPOAYKTaMit pasjo-
#enust H,O u Ar B mukposoan. paspsge. Ormeueno, yro °

7 anuni CO,-n1azepa  pesonnposan
JIOChHI v2(010)<—(000) 1497,310 cm-1! |

[mpu ynossersope-
HHH. cooTHowenns AKe=—3

H AN=—1 B<N<K10)).

Buinonuen pacyer SHEPrHH TepPexoA0B, HHTEHCHBHOCTH JH-

¢ 6 kosneGartenbho-
* BPAATEMLULIME NepeXOAaMH JMHHHOBOMHOBOTO Kpbiia mo-



KUl H CMeUleHHs JIHHHIT npH H3MEHEHHH YaCTOTH Jla3epHo-

10 nanyuennst. TT0Ka3aHO, uTO Pa3iuunsi Mexay HaGmioaa-
eMOif M BBIYHCJICHHOIl YaCTOTaMH JHHHIL HC MpeBBIUAIOT
+0,18 eM—!  gast 9g7<1033 u —0,02 cvM~!  mast S24<6a
nepexo1oB. IloguepkHyTa BBICOKas YyBCTBHTEJBHOCTb Me-
To1a JIMP npu mu3ydyenun HecTaGHJbHBIX MOJEKYJ, M03-
BOJSOWAST perHCTPHPOBaTh cjalble KoseGaTe/blo-ppalia-
Teabiiie mosiockl. BuGa. 13. n. B

. . .
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29 itk 0‘2 0%~

¢ 9-um region. Observation of weak AK, = -3
transitions in the »; band, Hills, G. W.; McKellar, A. R. W..
(Herzbery Inst. Astrophys., Natl. Res. Counc. Canada, Ottawa,’
Ont.). J. Mol. Spectrosc. 1979, 74(2), 224-7 (Eng). Laser
magnetic resonance spectra of the v2 band of the NH, radical
were obsd. with a CO; laser at 1030-1108-cm-1, The measurements
of these weak AN = -] AK, = -3 transitions, involving levels

90: 94983f Lascr magnetic resonance spectra of amidogen
radical in th i

"with 5 < N < 10, sh(;uld complement measurements in the’

higher frequency half of the band (1500-1900 cm-!) made using!
C§ lasers. B j




L P -] A /977
/7 / 23 B22. Crpoenne u cmoiictsa NH,, PH,, NF; PF,,
o /z NCl, w PClo Hinchlif1o A, BFons ded o Tshal
«tare and properties of NH,, PH,, NF,, PF,, NCl, and
PClz. «J. Mol. Struct.», 1979, 54, July, 231—238 (aura.) |
Metogom M0 JIKAO CCII B Goabluom 6asmce raycco-|
BLX YHKUHIT, JONMOJIHEHHOM NOAspH3aL. bYHKUHAMH Y

9‘_@/3/:% "H(5,1)—~[3,1], NF(11,62)—[5,4,2], P,CI(139,2)—{7,4,2],

BHIOJIHEH PACUCT 3JICKTPOHHOTO H TeOMETPHY. CTPOEHHS |
é’/}p/ Ylvce Pasuxkanos 3Xp(X=H, F, Cl u 3=N, P). Ioayueno xo-

poulee corsiacie C 3KCNEPHM. JaHHBIMH. [IpuBegennr Ba- |
JIGHTHBE YrJbl M JJHHB CBS3CH, MOMHBE H OpGHTaJbHHE
SHEPrHH, 3apsAbl Ha ATOMAX, 3aCeJCHHOCTH MepeKphIBaHHus,
CyMMapuble 3aceJeHHOCTH S-, p-, d-AO, nortenumaan, 3a- '
PANOBHE IJIOTHOCTH H TEH30PHl TPAJHEHTOB 3JCKTPHY. MO-
J1, BLIYHCJICHHBIE B TOUKAX HAXOMXICHHS A7ep, AHMOAbHbIT
H KBAADYyMOJbHLIE MOMEHTB MOJCKYJ H KOHCTAHTH  CBEpX-
TOHKOIO B3anmogeiicTsus B cnektpax dIIP nas peex dXo.

3 A. Kasiruna
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91: 112787x Structure and propertics of amidogen, phosphino,
dirIum‘unmiduucn, diﬂuorophosphino, dichloronmidogcn,
and dichlorophnsphino radicals, Hinchliffe, Alan; Bounds,
David G. nst. Sci. Technol., Univ. Manchester, Manchester,
Engl. Mco 1QD). . Mol. Struct. 1979, 51, 231-8 (Eng).

. High quality SCF-M() calens. for the 6 radicals XY2 (X = N or
P, Y =

H, F or CI) including geometry optimizafions gre.
reported. The caled. geometries of NHz, PH; and NF2 agree well
with expt, One-electron properties and population anal, indexes
are presented and compared across the serijes, Caled. ESR
hyperfine coupling const. values agree well with expt. '
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11 4571, ° Muxkpogoanopas CNEKTPOCKONHA C MOAYJAHPO-
BAHHBIM Hachiienwem. Kasper J. V. V., ~La-
we R. S, Curl R F, Jr. Microwave modulated
saturation spectroscopy. «J. Chem., Phys.», 1979, 70, Ne 7,.
3350—3355 (anra.) :

Ilpennoxen HoBwit BADHAHT  ONTHKO-MHKDPOBOJHOBOrO-
ABOIHOrO pe3oHaHca, OCHOBaHHHI Ha H3MEepPEeHHH HacHIe--
HHA ONTHY. mnepexojaa - NPH HaCHILIEHHH MHKDPOBOJIH. mepe-
XOZa OCHOBHOrO HJIH BO3GYXIECHHOIO 3MCKTPOHHOrO cocrosi-
HHil. MeTox nossossieT H3MepHTDH CBEPXTOHKYIO CTPYKTypy
SJIEKTPOHHO-K0IeGaTe/IbHO-BPAIIATENbHEIX YPOBHEil MoJIeKy T
BHYTPH 1OMJIEpOBCKOrO KOHTYpa. DTHM MeTomom paspeulena
CBCDXTOHKAas  CTPYKTypa JIHHHH 1,0(J=3/2)<—220(J=5/2)v
nepexona A?A;xt(0, 10, 0)<-X2B, (0, 0, 0) pammkama NH,., =

. JIHEB./

Ey (%D /8 u/ : (:';—".'.!','-'7.’.'_7:,
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m f 20 B214. CneK:r[; MHKDOBOJIHOBOrO ONTHYECKOro A BOM-
5 HOro pesonanca_NH,. V. Cpepxtouxas CTPYKTypa cOCTOSI-
S ms u. Lowe R S;~Kasper J. V. V, Hills G. W.,

Dillenschneider W, Curl R. F., Jr. Microwave
optical double resonance spectrum of NHa. V. Hyperfme-"i
structure of the u state. «J. Chem. Phys.», 1979, 70,
Ne 7, 3356—3361 (auru.) : ) L
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Metogom MB-ontnu. aBoitHoro pesonanca (MOJP) muc-
cnefosana CTC mepexofoB MeXAy NByMst — CIHHOBBIMH
KoMnonentamu J=1/2 u 3/2, 1y, A?AI1(0,10,0) u panee
HeHaGmofaBUIHMCST  POBHODOHHEIM  YPOBHEM 200, J=3/2,
X2B,(0, 12, 0) (cocTosiHHe u), pAacnoJiOXKEHHbIM MeXAy
CITHHOBBIMH xo.\monemam{_l,o.-Ornecexme 1“N y 'H CTC
CHHOBHX KoMmmnoHeHT 1j0, A2A4T1(0, 10,0) n yposusa J=3/2
COCTOSIHHSI 4 BHIIOJNHEHO C HCTOJb30OBaHHeM Meroia MB
MoAyasl. cnekTpocKonnd nachimenns (Kasper J. V. V. u
xp. «J. Chem. Phys.», 1979, 70, 3350). ITepexoan u, J= .
=3/2«1)9, J=1/2 naGmopaiuch NPH ONTHY. HaKauke ne-
pexonoB 1y, J=1/2<00, J=1/2, A?A11(0, 10,0)«
<X2B,(0,0,0) mpn 1755949 cM~! mam li, J=1/242m,
J=3/2, A?AII(0,10,0)~<-X?B,(0,0,0) npn 17442,25 cmM~! |
c nepecrpoiikoit MB-uznyuennss MOJIP B nuanasone uac-
tor or 14,7 no 18,0 I'rm. CsepXxTOHKOe  pacllenjeHHe
n3-3a N u 'H-anep naa cocrosuns u, J=3/2 naxomurcs |
B COIJIaCHH C_JanHMMu Teop. pacuera..  C. H. Mypsun



AR

90: 212665d Microwave optical double resonance spectrum

J // of amidogen radical. V. Hyperfine structure of the u state,
2 Lowe, R. S.; Kas er, J. V. V.; Hills, G. W.; Dillenschneider, W.;

Curl, R. F., Jr. (‘i)ep. Chem., Rice Univ., Houston, Tex.). J.

Chem. Phys. - 1979, 70(7), 3466-61 (Eng). The hyperfine

structure of the « state of NHj, a rovibronic level in the 2B,
manifold [tentatively assigned as 220, J = 3/2, X281(0,13,0)] was -

ohtained from an anal. of the s{rong microwave optical double

rezpnance (MODR) signals which occur between {he u state and

p the J = 1/2 and 3/2 spin components of lio in A24411(0,10,0),
ﬁ(zg{g/ The hyperfine assignment was verified with a new technique that
reer /é is called microwave modulated satn, (MMS) spectroscopy. The

‘ similarity of the hyperfine splittings in u due to the nuclear
v s<,)in with those of the 2., J = 3/2 rotational level of the
X2B,(0,0,0) state supports the assignment of u to a highly

excited vibrational state of X2B), The hyperfine splittings due

to the N nucleus were about 1 MHz.” Thege splittings are

considerably smaller than those of 2:0..X28,(0,0,0) (which are

ahout 6-10 MHz), This difference was attributed to the fact

that the hyperfine coupling consts, of (0,13,0) must be averaged

over a large nml)litude bending motion and ty the presence of

borrowed A2A4; churncter in the u state.

C 4. fOF0 GoNZes
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92: 11598 Theoretical study of the X2Bi, A2Ay, 2Bz valeas
ce-shell and the first =u2is-type doublet and quartet
Rydsery states of Nia Peyerimhoff, S. D.; Buenker, R. J.
{Univ. Bonn, D-5300 Bonn, 1 Fed. Rep. Ger.). Can. J. Chem.
1578, 57(24), 3182-9 (Eng). The angular Fotcntial encrgy

/‘f/ Z 5 curves of the X2B1, A241, 5252 valence-shell and 424, 2¥:-(2°B)),
o LCEL, 22:(2241,3281) and 2%+ Rydberg states arising from = 3s
7y configurations are caled. by CI techniques. The data oblained

produce very satisfactorily all X2B1 and A2A; characteristics '
W deduced from expts; they support the previous theor. prediction
% of 2 small-angle 282 state but find a very low IReel? value for the
o7 4@ 2f2-A%A transition. The X4 as well as 3 of the above 4 doublet .
/ ¥~ Rydberg multiplets are found to prefer linear (or nearly linear)
geometry and larger NH sepns. (in the sym. structure) than NHe
1 its ground state. A relativelv larse electropic transition
monieat for combination with bethy Nib and 2540 s eeled. for
the lowest Rydberg multiples «iick i 4 et siove the
Ady state, while the intwe Toher U5

states is considerably smalles. ’
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17 B41. TeopeTuueckoe HCCAEAOBAHHE BAJECHTHBHIX X2B,,
A?A,, ?B,, nepsoro pyGaentHOro 7,* 3s-THMAa M KBapTeT-
HOro pipGEproBLIX COCTOSIHUA MOJEKY.bl NH,. Peye-
rimhoff S. D, Buenker R. J. Theoretical study of
the X2B,, A?A,, 2B, valence-shell and the first z,2 3s-type
doublet and quartet Rydberg states of NH,. <«Can. J.
Chem.», 1979, 57, Ne 24, 3182—3189 (amra,; pes. ¢paniL.)

B paMKaX NpeJJOXKEHHOro aBTOpaMil BApHANTA METOLd
KoHOHTypall. B3aHMO/AEHCTBHSA («Mol. Phys.», 1978, 35,
771, u «Teoret. Chim. acta», 1974, 35, 33; 1975, 39, 217)
nayueno ocuosHoe X?B; u psinl B036yKACHHBIX (BaJEHTHBIX
yi puAGEProBLIX) COCTOSIHHIl MOJEKYJIH NH,. IIpn ¢ukcupo-
paHHOM PaBHOBECHOM pacCTOSIHHH N—H, pasuom 1,024 A,
pPACCYHTAHBl TOJbKO YIVIOBble NMOTEHUHAMLULIE KPHBHIC. Pac-
ueThi MpOBEACHE B Gasuce {N6s4p20/H2s1p}, Aonoanennom
pHAGEProBHMH S- H P-OPOHTAXAMH C a=0,02. Haiinennne




3HayeHHs BAJEHTHHX YIJIOB B TpeX HHXXHHX BZJEHTHHX CO-
crosinnsix X?By, A%A; u B®B; (~103, ~141 u ~50°) Gaus-
KH K ONBLITHBIM 3HAuUeHHSIM, NMPHYEM B NOCJIEAHEM CJjyyae
OTMeUeHa CHJIbHAs CBSI3b MEXAY BaJeHTHHM  YIJIOM
H—N—H u nnunoit cssisn N—H. Ilokasano, uro nepsoe
puaGeproBoe cocrosiine fy? 3s-tHnma (‘Zg~), TakkKe Kak H
TpH Ap. BHILeJexamux cocrosuua [2Zg—(22B,;), 2A.(224,,
32B;) u 'Zg*] oTBevaloT CHMM. JHHENHON KOHQHTypauHH ¢
GoJsiee AAHHHOM cBs3bi0 N—H, ueM B OCHOBHOM COCTOSIHHH
NH,. IlyreM pacuera sHepruit H OTHOCHT. HHTEHCHBHOCTES
Mepexo10B MEXKAY YKa3aHHHMH TPeMsl BaJEHTHHIMH H pas-
JIHYHBIMH PHAGEPrOBLIMH COCTOSIHHAMH HHTEPIPETHPOBaH
ONTHYECKHA CHEeKTp -B 06JacTH HajJ XOpOLIO H3BECTHOM mMo-
aocoft A2A;—~X?B,. B cooTBeTcTBHH C ONTHY. AaHHEIMH Haji-
JeHbl HH3KHE 3HaueHHA [Re’e”|* mas nepexona B2B,—»
—A2A,. Ona nepexona H3 KOMGHHHPOBAHHONO COCTOSHHS
(X2B,+A?A,) B nuswee punGeprosoe, K-poe JECKHT MpH-
mepHo Ha 5,3 3B Buwe A2?A; nafiieHH OTHOCHTENBHO GoJib-
mHe 3HaYeHHS] MOMEHTOB NEepexoj0B, TOTAa KaK HHTEHCHB-

HOCTH NEpexold0B B OCTaJjbHble pun6eproau COCTOAHHA OT- '

HocuTenbHO Majbl. OTMeueno, uTo pesyJibTaTH pacyera
N03BOJIHAH TOJMHOCTBIO -HHTEPNPETHPOBATh ONTHY. CleKTp
MoJieKyJibl B O0JIaCTH IJHH BOJH, K-pas SKCHEPHMEHTanbio.
Guiia uecaeaoBaHa [épuGenroM. . Nonin



NH, /979

93: 57008h - The emission and absorption spectrum of

amidogen radical. Ramsay, D. A. (Herzberg Inst. Astrophys.,

Natl, 1tes. Counc. Canada, Ottawa, ON Can. K1A OR6). [Prac.

Ceee & Yamada Conf. Free Radicals, srd 1979, 1557 (Eng). Edited
AL Es L., by Morino, Yonezo; Tanaka, lkuzo; Hirota, Eizi. Yamada Sci.
“//e/(,, Found.: Osaka, Japan. A ‘review with 15 refs, mainly on the

author's work.
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2 " 1 J91.  ricnonb3oBaHue TOTEHUMANA - TIONOMKHTEABHOIO:

HOHA JuI_ pacuera AyOJeTHbIX " coctosmmil, ' Camco-

HoB B. @, Uernokos E.-U, .Tepnyrosa A. &,

®okun B, A, Boungapenko A A «H3B. By30B.

dus.», 1979, Ne 9, 15—20 : o

Ias pacuera reomeTpiil PagHKaJoOB B OCHOBHOM H BO3-:

M CEELTE 727 'GyKACHHBLIX COCTOSHHSX YaCTHYHOrO THIA TPEIJIOXKEeHO B.
T 'KAYCCTBE OCTOBHLIX HCMOJAb30BaTh OJHO3JEKTPOHHBIE ¢-LHI:.
Z’?ﬂ,gg@,‘«’(j(é(/! NMOJMIOXKHT. HOHa., D(QeKTHBHOCTb METOAA_JIDOH/LIIOCTPHPO- |
BaHa Ha NpHMepe pacyeTa pammanoaQBHn NH,;, NHjt,.

i CHg, .FHy, ans xoTopbiX B MPHOMHIKEHHH OI1/BY Gbi:

TMOJTYYCHBI KaK caMOCOr/IacoBaHHbie PEIUeHHs, TaK H pere--

HHS C HCNOJMb30BAHHEM 33MODOXKEHHOro HOHHOTO OCTOBA..

AHasH3 ToJyyeHHBIX DE3YJIbTATOB IO3BOJACT CAETATH BhI-

BOJ, UTO owH6Ka, cBA3aHHasg C HCMOJIb30BAHHEM HecaMoco-.

IJ1aCOBAHHBIX (I)-u}{ﬁ_' He IpeBHIIaeT owHOKH caMoro MeTo-,
L ﬂ . : § Bt Pesiome |
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t/ % 12B146.  JlonnaepoBckasi CHEKTPOCKOIMA' CeNSKTHBHbIX

COCTOSIHHIT B MOJEKyJspHOM nyuke. [pumewnenwe Muoro-
(poronnoji AMccounaunmn. Schmiedl R, Bottner R.,
Zacharias H, Meier U, Welge K. H. State se-
lective doppler spectroscopy in a molecular beam. An
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application to multiple photon dissociation. «Opt. Com- .

mun.», 1979, 31, Ne 3, 329—333 (anra.)

3 A“ETOJI nonnnepoucxoﬁ CHEKTPOCKONHH HCNOJb30BaH llc'lfll';
HCCJIeZOBaHHA Mmpouecca MHOFO(;)OTOHHOI.I ;lHCCOllHauHﬂ'_

MOJIEKYJT MEeTHJIaMHHAa B MOJeK, nyuxe. I'Iou. AefCTBHeM:
H3JYYE€HHST HMIYJLCHOrO COz-Jlaaepa B peay.nb'rarg MHO-

rodoronHoit  auccoumauni CH;NH, _06Dpa3oBbIBaKC. |

_ Gparmentt NH, u CHj;. CucreMa AETeKTHpOBanms BKJIO-
Ya’a npoGibii BOo3CYRNAIOUHI HMNYJbCHBII Jasep, ic-

pecrpauaaeMbli'{ B Y3KOM JHama3oHe YacToT (HECKOJH:KO-

cor I'ru, ~493 um), n cucremy peructpauuu ¢ayopecuen- |
uHH B 06aacTH PQn-BeTBH nepexoxa A4, (0,13,0) — '
X2B1(0,0,0) NH,. Hmnyanch CO>- u npo6Hoio Ja3epos

CHHXPOHH3HDOBAJHN, NpPHYEM BDPEMEHHO HHTepBan MeXAy
HMMYJIbCAMH J1a3ePOB  BapbHPoOBaiH. IIpuseaenn CNEKTP

BO30YXIeHHs Ayopecuenun  NH,(A—X) ~(491,5—
4975 uM

H KpHBasi pacnpenesieHHs CKOPOCTH OTmAauH Aas !

BpallaTeJbHOr0 YPOBHSI 6,5 COCTOSHHS X2B,(0,0,0).
— B. M. Kog6a

~
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(,U 22 B115. * Bakyymuag yabTpadronerosas  doroanck-
TROHHASL  CHEKTPOCKONHs HeYCTOIYUBBIX COeIHHEeHHIA.
1z Yacte 11, Papukan NH,(X2B,). Dunlavey S. J, Dy-
My J: M,Jonathan N, Morris A. Vacuum ullravio-
/ let photoelectron spectroscopy  of transient species.
Part I1. The NH,(X2B,) radical. «Mol. Phvs.», 1980,
A39, Ne 5, 1121—1135 (anra.) g
. Hayuen Bo3Gyxpaemuii ncrounikom  He-I  ¢oroanek-
il'rpounbm CnekTp panmnkanos NI, u ND,(X2B,), oGpasyio-
Swnxes B npouiccce  OLICTPOIT  p-1uK F+NH3/ND;—~
—NH2/ND,/+H/DF. B CNCKTPaX HACHTHOHUHPOBAHB TpH

TOJIOCLI, COOTB-1UHE HOHH3ALHH NHz(XzB,) B COCTOSIHHS
( X3B,. 14, u 'B, xaTnoua NHz*. Onpeneneno paccrosiHue
ir 1€(0,99£0,02 3B) mexnay uudunimn Kosie6aTeNIbHBIMH  YPOB-
VuaMu coctosmni NH.+(X%B,) u NH*('4;). Bunosnenst
« MESMIMpHY. pacuernt sHepruit_nommsaunn NH, p caenan

Y A9 w2



LiBriBoa, uto ase mosoc ¢
o6pa3oBaniem A, u

OOTBCTCTB)’IOT HOHH3aUHH NH2 B
TPOHHBIX CIICKTpax np

A2 cocrosmii, K-puie B ¢oTo3steK- |
OABAAIOTCH 1HeAOCTATOUHO YeTKO 13-3a
Hanoxenus monoc. Yeranosneno NOTOKEHHC ‘B 9/1€KTpoi-
HOM  crekTpe

lor/owennst  nepexona 1B1—14, NH,+
(1,82+0,02 3B), a Takxe MnoKasamu

0, uTo I-it morenumnasx
HoHusaunn  NH,  coors-muj npoueccy  NH+(X20T)
)#—NH(X‘*E—), AoJKeH HaGmonatbes npy 13,49+0,01 5B

) » © O, T I‘apxyma-
13,

\
"~
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uabnbix monexya. Y. II. Paamkan NH;(x2B;). Vacuum
ultraviolet photoelectron spectroscopy™“of—trafisient spe-
cies. Part II. The NH;(X2B,) radical. Dunlavey S. J,
Dyke J. M, Jonathan N, Morris A «Mol
Phys.», 1980, 39, Ne 5, 1121—1135 (anura.)

HUccnenosan Hel-(poTO3/EKTPOHHBIT  CMEKTP  pafHKafaa
NH,(x2B;) (I). 1 monyuen B pesyabTarte peakuHH
F+NH;—>NH,+HF. Ilepptie 3 BepTHKaJbHEE MOTEHUHAbL
nonusawnn ([TH) 1, cooTsercTByIOWNE 06DAa30BaHHIO MoOJe-
kynsiproro nona I B cocrosinuax x°B,, A'A,, B'B,, pasuu
(8 3B): 12,00; 12,45; 14,27. B mepsoit (amnaGaruy, ITU
II, 46 sB), BTOpOil H TpeTbeil Mnosoce OGHapyxeHa KoJe-
GaTenpHasi CTPyKTypa ¢ uactoramu (cm~') 840; 2900;
1350; 920 coorserctBenno. INTM 1 u ero xoneGaTenbuble
4acTOTHl OlEHeHbl TpPH TOMOWIH - HESMNHPHY, PacyeToB
(ACCIT-mMeTon) ¢ yu4eToM KOHQHIypai. B3aHMOAENHCTBHSI.
[IpoBefieHO CPaBHEHHE DACYCTHBIX H SKCNEDHM. NaHHBIX C
JMAHHBIMH [l COOTBETCTBYIOIHX 3JIEKTPOHHBIX COCTOSIHHIL
MeTHJIeHOBoro pannkana. Ilpeackasano mnosoxenue onth-

5 9 JI368. Y®-(hoTo3NEKTPOHHAS CMEKTPOCKONMHS HECTa-

weckn paspeuwennoro nepexora NHy+ '4,—1B,. Tlonyueno -

snauenne mnepsoro I NH, cooTsercrtpylomee n
NH (*Z-)—->NH+ (x?IT) — 13,49 8. Bu6a. 43. I0. B.pl(;ﬁ;:gg




/780

Y4 37608d Vacuum ultraviolet photoelectron spectroscopy
J/IL/‘ i transient species., 11, The amidogen (X213;) radical.
L Dunlavey, 8. Ji Dyke, . M Jonathan, N.; Morris, A, (Dep.
" Chem., Univ. Southampton, Southampton, Engl.. SO9 5NH).
Mol. Phys. 1980, 39(5), 1121-35_ (Eng). The He I photoelectron
spectrum_of the NH2(X2B1) radical, produced from:the rapid
reaction I + NHs = NH2 + HF, was recorded. Three bands
corresponding to ionization of NH2(X2B1) to the X3Bi, 14;, and
1B; states of %’IX_-II:* \v]e(rledobsd.1 Thfe lsf 2 adinbatfic hionizatiog

p otentials of NH2 yielded a value for the sepn. of the groun

fhﬂﬂ&‘/, eibmtionnl levels in NHa*(X3B1) and NHa+(141) of 0.99 eV. Ab
L’/tﬂ/& initio calens., including electron correlation effects, indicate that
70 bands duc to ionization to the 342 and 1A states should have
been obsd. Spectra of ND2 were consistent with these conclusions.
The caled. and obsd. sepns. between the 2 lowest states of NHa+
were compared with those for the analogous states of the
isoclectronic CHa radical. The results support a CHaz 3B;-14,
sepn. of 0.27-0.43 eV. The position of the 1By +— 14; NH,+
optically allowed transition was ecstd. The 1st .ionization
potential of NH, corresponding to NH+(X2]I) <= NH(X3X-), was

obsd. at 13.49 eV, - . S I

(LA 1980 93 ~6
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\}\ 12 1 145. Opﬁmanmlui"i yraoBoil MOMCHT B TpEXaToM-
HBIX MOJICKYJaX. I11. CnunoBasi M BpaulaTeabHas c1pym-y-‘/

i%l JNa A2A,—X2B; nepexofia B NH, u H.0% Orbital angular;%p

<
lomentum in triatomic molecules I11. Spin_and rota-
# ﬂ F tional fine structure cifects in the A2A,—X2B, transi-!
p 2 tional f® NH, and H,0% Jungen Ch. Hal- [
lin K.-E. J, Merer A. J. «Mol. Phys.x»,’ 1980, - 40, .
Ne 1, 65—94 (aura.) ) :
PaccMaTpHBacTCsl BIHSAHHE OpGHTAJIBHOTO YIJIOBOTO MO-
o NenTa Ha Jerany crmHoOBOl ¥ BpaL{aTeNbHoil TOHKOM
A 17 \ CTPYKTYPhl X2B, u A?A, cocrosnnit NH, K H,O*, Haiine-
o, uTO HeperyJnspHble CcnnH-opOHTAYBAEE pacllene’ia 1
napaMeTpul aCHMMCTPHI MOTYT OWTb BOCHPOH3BCICHH C:
xopotueil TOUHOCTLIO B BLIUHCACHHSX, OOBACHAIOUIUX TAKIMKE |
peryJspiyio ClHioByio it ppallaTebiylo CTPYKTYPY OCHOB- |
g {IBIX COCTOSIHIY, MPH e/IHHCTBCHHBIX BXOJHBIX napamerpax:
dopMa TNOTEHIL, KPHBHIX Bopua — Onnenreitmepa, AJHHB

@~
cpsizeil M KOHCTAHTHI CHHH-OpOHTANLHOTO B3aHMOJEHCTBHS.
AHaJIOTHUHBI pacueT nospoJsisier AaTb MOYTH KOJHYECTB.

/,
7 i//f& /I///Z obDbsICHEHHE  Pa3IHUHBIX BO3MYILLeHHil B A2A, COCTOSIHHH

NHs. DT BO3MyLUCHHs BbI3BaHbI OCHOBHBIM COCTOSIHHEM
BO3HMKAIOT H3-32 MNPHCYTCTBHA op6HTaIbHOTO YI/I0BOro
t

nomerra, Y. 11 Jungen C. H. et-al. «Molec. = Phys.,
19804022 : v .  Pesiome
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M/‘Z Grrrrzecetee TIYG /ffﬂ

24'B58. OpGuranbhbiii ymdnoﬁ MOMEHT TPEXaTOMHBIX -,
moxsekyd. 11 dddexrol TOHKOii BPALIATEILHOR M CNHHO-

/ + poit cTpyktypsl B A24,—X?B; mnepexopax NH, m H,O+.
‘Q/ﬂ Jungen Ch.,, Hallin K.-E. J,,Merer AT J. Orbital
angular momentum in trialomic molecules. III. Spin

and rotational fine structure effects in the A24,—X2B,

transitions of NH, and H,O+. «Mol. Phys.», 1980, 40,

No 1, 65—94 (aurn) :
MayueHa Toukasi BpawarelbHast CTPYKTYpa H 3(QQeKTH,

W n' cBSI3aHHBLIC C 3JIEKTPOHHBLIM CIHHOM, B coCTOstHHAX X2B
! n A?A; monexyn NH, n HyO+. Paccmorpense nposeaeno
/}Wﬂ/ﬂ(}/ B paMkax oOuiCi TCOPHH YIVIOBOTO MOMCHTA TPEXaTOMHBIX
,/’- i /77 » MOACKYI, passuroit B coobui. I. ITokasano, uro HeoG6wu-
/é/ AT g Hele CnHH-OPOHTa/bHbIC PacUIenVIeHHst H MapaMeTpbl acHM-
/ ,//' meTpuH Anst A%Aj-cocTosmmit M. G, paccuHTammsl C Xopoureit
@ & TOYHOCTBIO OJIHOBPEMEHHO C BOCMPOH3BEAECHHEM PEryASIPHOI
~ CNHHOBOM M BpAlATENLHON CTPYKTYp AJst OCHOBHOIO CO-
)( N /ﬁﬂ crosinust. IIpu sToM B Kau-Be HCXOAHBIX AANHLIX B pacue-

2 Te€ HCMOJb3YIOTCA TONLKO MOTeHIHa/bHbe KPHBbIE paccMar-
A PHBACMBIX COCTOSIHMII, AJHHBI cBsi3efl H KOHCTAHTH CHOHH-
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.op6n'ra.ubuo.ro B3auMoneficteus.  Opnospemenno ° nouTH

KOJIHYECTBEHHO yaaercst OGDBACHHTD PaaiiHuHble BO3NyIe-
HHSL B cocTostHnu A2, Mosekynt NHy, k-pure o0ycJiope-

HBl HamuHeM yriioBoro Momenta. Coo6iw, 1. cm. npex. pe-

¢epar. , B. M. JKuaunckuiy
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6 112.  Koppensiumonnast sueprus cucrem c OTKpH-
TO/t oGosoukod. IlpHMeHnenne MHOroyacTHYHON TEOPHH BO3-

-mywennit Panes — Wpenunrepa B dopmannsme OrpaHu-

YeHHOro mo cnuHy meropa Xaprpu — doka — Pyrana. Cor-
relation energy of open-shell systems. Application of the .
many-body Rayleigh-Schrodinger perturbation theory in !
the restricted Roothaan-Hartree-Fock formalism. Hubag¢ .
Ivan, Cirsky Petr. «Phys. Rev. A:.Gen, Phys.»,
1980, 22, Ne 6, 2392—2399 (anra.) y
MsuorovacTiuHass  TEOpPHS BO3MYIUECHHIT Panest — Ilpé-
AHHTepa HCNIOJL30BAaHA JUI PacueTa SHEPreTHY. MOMPABOK
K IOJIHO SHEPrHH MOJeKYJ C OTKPHITOM 3JICKTPOHHOI1 060-
JI09KOfi. DBasHCOM ONHO3MEKTPOHHHIX COCTOSIHMIY cayxar
pelleHHs OrpaHHICHHBIX NO CNHHY yp-HHA XapTpi — Doka,




C nomowsio auarpammuoit Texuuku Iyrenroasua MOJyYeHbl
$-aB a5t pacyeta sHEpreTHY. MOMPaBOK TPETbEro MopsiAKa
AJL Cly4aeB HEBHPOXKIEHHHX RYGJETHHX H TPHIJIETHHIX
SJICKTPOHHBEIX COCTOSIHHII MOJIEKYJ. Pa3sBHTHIT. dopManu3 :

HCNIONIL30BaH AJI1 pacyera KOPPessiHOHHHX W.

-

Kanos NH; u BH, B 5JeKTpOHHHIX cocTosnusx, 2B; n 24,
CpaBHeHHC HalACHABX KOPpeALHONHbIX SHEprHit ¢ 3Hep-’
THAMH, ~ DAacCYHTAHHBIMH METONOM  KOH(HIYpaIHOHHOIO'
B3aHMOJEHCTBHA C YYeTOM BCeX ONHO- H JIBYKPaTHQBO3- :
Gy KACHHBIX KOH(HrypamHii, ykasslsaer Ha 6nH30CTh fI0MTY-
YaeMHX B 3THX NPHONHXKEHHFX pe3yabTaToB. = - .

: A. U. [ementnes




NH v Loz rzececet GXY3 1950

Vv 93: 157981p Orbital angular momentum in triatomic mo= -
lecules. II. Vibrational and K-type rotational structure,
/q i + and intensity factors in the A2A-X2B; transitions of .
1/” amidogen and water monocation. Jungen, Ch,; Hallin, K. E.
J.; Merer, A. J. (Lab. Photophys. Mol., Univ. Paris-Sud, 91405 :
Orsay, Fr.). Mol. Phys. 1980, 40(1), 25-63 _ (Eng). The
vibrational and K—}t{ype rotational levels of the X2B; and A24,
states of NHz and H20+ were fitted by least squares to give sets
olf Born—Oppenhe'}‘r}r:er f}Jotent;_ul lcur\lu:':l folr the combining
electronic states. e effects of orbital angular momentum on
;WWM, the level positions in both mols. were obtained, and the relative
moments were caled. for the vibronic bands of the A2A1-X2B1
/20 ,LM.. transitions. The emission lifetimes for NHa2, caled. frem the
transition moments, agree with expt. Relative transition
moments for the photoelectron spectrum of H20 (H20+, A24; .
and X2B1 +- H:0, X!'A1) were also caled. The A24, state of
Hz0+ is confirmed as being linear at equil. with the potential :

- function having an unusual wide flat min.
DR= (9)
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" yHs CTPYKTYPhl KOJeGATe/bHEIX M BpAlLaTeJbHEIX yposHef |

Eorypeecei 9893 798D

i2 1346.° OpGuTanbubiil yrioBOR MOMEHT B TPeXaToM= |
HbX MoJckyaax. . II. KoncGaTennhan M BpauwareibHas |
cTpyktypa K-tHna M (axTopi HHTEHCHBHOCTH .B nepexo-(
aax A%A,—X?B; NHp u H,O+. Orbital angular momen-
tum in triatomic Trofecules. 1I. Vibratiohal and K-type
rotational structure, and intenstiy factors in the A2 — !
X2B, transitions of NHy and H;O+. Jungen Ch.,(
Hallin K.-E. J, Merer A. J. «Mol. Phys.», 1980,
40, Ne 1, 25—63 «(anra.) ’ o

Pasputhit 8 Y. 1 MeTOx anayisa IKCMEPHM. AAHAHX O
CMeKTpax BHOPOHHHIX TIEPEXOJ0B MPIMEHEH as ompenene- |

K-THNa SNeKTPOHHHX cocTosmuit X?B; u A?A, TpexaTtoMm- |

* umx monexyn NHp u H:0+. B pabore scnonb3oBa ¢dop- -
MAJIH3M  100JbIUMX AMIVILTYA, He YYHTHIBAIOTCA sddexTh, I

P AIFoNTE



CBARIHHBIE C pe3oHaHcoM Pepmy, OGYCIOBNEHHHM anrap- '
MOHHYHOCTBIO &osieGaHuit. [ToyyeHH 3HAaueHHst  oHeprHH
KOJIe6aTe IbHO-BPAlllaTe/IbHEIX yPOBHE# 1 Onpelesens KDPH~
BRIE 33aBHCHMOCTH TOTCHIl. JHEPTHH OT YIVIA MEXAY CBA3S-
Mit B Momexynax NHp u HoO+ 8 yxa3awHBEX 8JeKTPOHHHX '
- cocrosHuax. [IpuseseHn TabJHUBLI OTIOCHT. 3HAYEHHI MO-
MCHTOB BpalllaTe/bHO-BHOPOHHEIX mnepexofoB X2B,—A24,,
4 TaKxe MmapaMeTpH, XapaKTepH3yiollllie PaBHOBECHHE KOH-
. GUTypauMH MONeKYN B HHXHCM H BEPXHEM - SJEKTPOHHHX
COCTOAHHAX, KOTOPHlE HAXOMATCS B XOPOLIEM COOTBETCTBHH
'C NaHHEIMH Teoperhy. pacueros. U, 1. cm. Jungen Ch. et
al. «Mol. Phys.», 1980, 40, Ne |1, 1—24. Bu6a, 31.
TS e e sty s __H. ®umnnos



Y/i/ /,/ 7 Cryppeetee  GgY3 7557

—reweee  eece—ana

moaexkya. Ik KoneGareabnasi crpykrypa, Bpauareabtas
cTpyktypa K-THnma M (AKTOPH HHTEHCHBHOCTH aas nepe-
xonos A24,—X2B; cucrem NH, n H,0+, Jungen Ch,
Hallin K.-E.'J, Merer A. J.Orbital angular momen-
tum in triatomic molecules II. Vibrational and K-type
rotational structure, and intensity factors in-‘the A4, —
X?B, transitions of NH: and H,O+. «Mol. Phys., 1980, -

e Zl 40, Ne 1, 25—63 (anura.) : o
/ Ilposeneno aeranbioe mccnrenopanie nepexonon A24;— - |

X2B, mouekyn NH, u H,O+. Cocrosnus A%A; u X2B, co-

. oTBeTCTBYIOT 2II,, COCTOSIHHIO JHIeliHOIL MOJIEKYJIBI, YTO

@ ' MO3BOJIAET Ha MX NPHMEpPe H3YYHTb apdeKTH, CRA3aHHBE ¢ !

// Wf_ 24 B57. -bbﬁuranbiluﬁ YI:J'IO'BOI:'I MOMEHT TPEXATOMHBIX

OpOHTANBHBIM YIJIOBBIM MOMEHTOM TPCXAaTOMHHIX MOJIEKy.I.
OGuHil TeOp.. MOAXOA, . Pa3BHTHLT. B coobut. . I (cM. mpen.
p‘g".), MO3BOJIHJI MO H3BECTHLIM 3KCNepHM. AaHHBIM OXRHO- ‘
/K /ny B} " :CHHO TIOCTPOHTH TOTCHUHAJbEIE . KpHBBE MIA  ABYX
Py M 9JCKTPOUNKIX cOCTOAMMI Kak NHa. tak n H,O* _Ton-
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TBEpPKAEHO, YTO A2A -cocrosine MoJekyast NH, umeer ne- 3

JIHHEITHYIO  paBHOBecHyIo KOH(HIypaumo, a A24,-cocros-

- e HyO+ o6nanaer NoTeHUHaAbHON ¢-1Heil ¢ HeolkyHo:

R

*. TIOCKHM MHIGIMyMOM BGJIH3H DaBHOBECHOI JIHHEHOI KoK-

(purypaumr. HCHO.’Ib3OBaHllaﬂ MOZEJIb TO03BOJIHJA OnHcaTth

Bce KoseGaTe/blible ypoBHH 1 BpaiiatejbHele  yposyp
K-tuna B npeneGpesxennn spdexrami pesonanca Depumy.

Paccunranu takxe OTHOCHT. MOMEHTH! NEPCXOJ0B, UTQ CoB-

MECTHO . ¢ nesmnupny. aGc. 3HaueHHsMH I MOMEHTOpR .
. 9JIEKTPOHHLIX NepPexXoA0B -NO3BOMIHIO OUCHHTb A1 NH,

USAYHATCAbNLIC Bpemena kuami, ITomyuennwe BCUIYHHE
Ouelib XOpowo coraacyiorcs C ' 9KCNCPHM. 3HaYCHHsIMiy,
Haitnens rakke ormocnt, MOMEHTEI Nepexoios_¢oToasck-

Tpounoro cnektpa H,0 (H,0+, A4, n X?B1+H,0,

Al4,). i o B. Y. Xuaunckugy
- ‘\__
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Cingrveceec. 9859 797,

J/}/ 3 5242. CnexkTp ;n1a3epHOr0 MarHHTHOrO pe3oHaHCa MOJO- |
2 )cu vo NH,, Kawaguchi K, Yamada C., Hiro-

ta E, Brown J. M, Buttenshaw J, Pa- :
rent C. R, Sears T. J. The laser magnetic resonance’
3 pectrum of the v, band of NH, «J. Mol. Spectrosc.»,

980, 81, Ne 1, 60—72 (anra.)

MeToZloM J1a3¢pHOTO MarHHTHOTO pe3oHAHCa C NpHMeHe-
hueM CO-7asepa M3MepeHa  OCHOBHast  moJsoca Vo (vo=
=1497,3 cm~!) pamsikana NH,. Hnentnonuuposaio okoso

‘41 /. 160 pe3oHaHCOB cO 3HAUEHHSIMH KBaHTOBHIX YHCEJ <N
<7 1 0<K,<5. AHanH3 MaHHBIX BEUIOTHEH C HCIOJB30.
BaHHEM TaMHJIbTOHHAHA, B K-DOM yuTeHH 3((eKTH LeHTpo-
GeKHOro HCKasKeHHs, CIIHH-BpaLlaTeJbHOrO B3aHMOJEeNHCTBHS
H apdexra 3eemana. C yyeToM CYIIeCTBYIOUIHX  AaHHBIX
onpeneJeHst WaCTOTHEl TIOJIOC, BpallaTesbHBIC INOCTOSHHHIE,

- O
X. o8/ 23



MOCTOSIHHBIC™ LCHTPOOEIKHOrO HCKaXKeHHS M NOCTOSIHHBlE
CITHH-BPALlATeJbHOTO B3aHMOJCHCTBHSA B OCHOBHOM H BO3-.
Gy:KIeHHOM Up=I KOJIeGaTeJbHbIX COCTOAHHAX. Yacrora,
mosockl paBna vo=1497,3216(17) cM~!, a BpamareibHne
MIOCTOSIHHBIC B OCHOBHOM H Up=1 COCTOSIHMSX, COOTB., paB-
 mm A=710304(11)  u 778455(20), B=388280(5) mn
392971:(16), C=245013(5) u 240870(10) Mru. HanGouee
3aMeTHBIC H3MEHeHHs IpH Ilepexoje OT OCHOBHOTO K Up=].
COCTOSINHIO HAGMIONAIOTCA IS MOJICK. TOCTOAHHBIX A, Ay,
Hp, €ao M Ar®. B 4acTHOCTH, CMHH BpallaTe/bHas NOCTOAH-
HAst Eaq B.Uz=1 cocrosiuui npuGausnteabro Ha 30% Goas-
. 1Ie, yeM B OCHOBHOM COCTOSIHHH. C. H. Mypaun



Curnreltlc J5959 / 2109

\M 93: 34505d The laser magnetic resonance spectrum of the
2, 2 band of amidogen radical, Kawaguchi, Kentarou; Yamada,
Chikashi; Hirota, Eizi; Brown, John M.; Buttenshaw, Juliet;
Parent, C. Robert; Sears, Trevor J. (Inst, Mol. Sci., Okazaki,

Japan 444). J. Mol. Spectrosc. 1980, 81(1), 60-72 (king).

The vz fundanmental band (62 = 1497.3 cm-1) of the NH2 radical

was studicd by CO laser magnetic resonance. The NH2 radicals

were prodtced by the reaction of hydrated hydrazine and H

atonis obtained from a discharge in H20 vopor, The assighinent

wiis establishedd for about 160 ;ocmnn resonunces which involved

,/a' n lovels with 0 %N < 7 and 0 < Ky < 6. From an anal. of the
’ obsd. spectri, combined with the previously reported 10 pm and
fur IR LMR apectra, the bun(& origin, the rotational, the!
centrifugal distortion, and the spin-rotation consts. were.
accurately detd. both for the v2 = 1 and the ground states. Asg in::

the case of HCO, large changes of A, Ak, €aq, and Axt were obsd.

upon the excitation of the »2 mode. ) ;

Ca /980 T3 v 4



