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X 11 594.  HUndpakpacusie cneKTpsl TBEPABLIX METHAAMMO-
nuitranorennaos. Cabana A, Sandorev C. The in-:
—frared spectra of solid methylammonium halides. «Spect- |
- rochim. acta», 1962, 18, Ne 6, 843—861 (aur..) _
—— Hcenenopannt UK-cnextpst kpuetammiy, miaenok CH3NHj ‘
-Hal (I) (noayuemmbix cyGammaumeii 8 Bakyyme mpi 80— —
150° na nnactunkax NaCl, KBr, AgCl nan BaF,) npu t-pax;
or —I190 no 22° a B pame cayuwaes ao 200°, ITpn ~20° —
——CHeKTpbl | CBHAETENbCTBYIOT O HAMMYMI OCH  CHMMeETpHI
3-ro nopsinka rpynnst N—CHj fiona MeTiiaMMoHHST BOKpyr ——
oci C—N. Ilpn nusknx r-pax Habmongaercs pacwennene |
10JI0C, YTO OGBACHSICTCA CHAITHEM BHIPOMKACHIST BCJAENCTBHE ;
TOHHZKEHHST CHMMETPIHH, @ TAK/KC MCIKMOJ. B3aHMOIeHCTBHEM | |
B_3JeMenTapHoil_suejixe. M. Heitumelicrep L
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2 ) Microwave spectroscopic studies of molecules. ,J. Sheridan
(Univ. Birmingham, Engl.). U.S. Dept. Com.,” Office Tech.

Serv., AD 417,348, 9 pp.(1963). Approx. 180 absorption lines

were measured for ;Fgﬂmmjo of which were assigned to

m A give accurate rdtdtional consts. A preliminary analysis was
made of the splittings due to internal rotation of- the Me group.

Work was begufi on deuterated species of this substance. Pre-

C liminary values of the a- and b-components of the dipole moment
‘ Q,Nj were obtained. About 100 lines were measured for. trifluoro-
ethylene, and work on a tentative assignment was begun. Pre-

liminary work on the linear mols. iodocyanoacetylene and bromo-

Q’QJM {S‘L cvanoacetvlene was also initiated I the period covered. ~ From

.S. Gout. Res. Rept. 39(2), 7(1964). TCVD
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Molecular parameters and bond structu:e I. Vibrational

-~frequencies and electronegativities. Jones and W. J.-

Orville-Thomas (Univ. Coll. \Vales, crystwyt ). - Speclro-

oo o L chim. Acla 20(3), 291-4(1964)(in English). Relations are found-
L for the methylene deformation frequencxes in CH,XY mols. and

+ == emmm et the electronegativity product x{X)x(Y). These correlations are.

y used (7) to predict ‘‘group’’ electronegativitics for CN, OMe,
- i 1 __SMe, COCl, COBr, and CONH.; and (#) to predict CH, fre-
: ‘quencies in }x CH..CN (X F, Cl, Br, I) mols. RCSQ '
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B e T 103782t) Vibrational spectmm of (CF;) C:NH. Blick, Ken-!
neth E.; Niedenzu, Kurt (Dep. of Chem., Univ. of-kcntu‘cky,
_—_—Lc\mgtdn—KY) U.S."Clearinghousc Fed. Sci. Tech. Inform.,;
AD 1970, No. 703895, 19 pp. (Eng). Avail. CFSTI. I‘rom[
U.S. Gott. Res. Develop. Rep. 1970, 70(11), 69. The v:bratxonal|
Z spectra of (CF;),C:NH and (CF;);C ND were recorded in the,

liq. and gaseous phases. Exptl. data can be discussed on the’
basis of C;» symmetry which permits unequivocal assignment’
____.,nf all fundamentals. o e TCVL

G,



e C-N-Hak ww
6% ()| = e —
G, Bey (g, | Vibrational spectea of dichlore., dibvoms.. and dL

‘y CM) i Tonitrile. Lie, S. B.; Klaeboe, Peter; ‘Christensen,
’z" 2/ Daniel H.; Hagen; Georg (Dep:Chieii, Univ.- 03 0, Oslo, Nor-|
wway)yr—Spectrochint—a, Part A 1970, 26(9), 1861-76 (Eng)..
The ir spectra of dichloro, dibromo and diiodofumaronitrile were
recorded at 4000-50 cm~!. Raman spectra of the solids were ob-
“tained and semiquant. polarization data caled. from spectra re-
J | corded of satd. solns. The fiundamental frequencies have been
; assigned and the spectra interpreted on the basis of Cy symmetry.
fl o n A force const. calen. has been carried out and a force field derived
————————— | for each mol. which exactly reproduces the obsd. frequencies.
. TfhermOdynafmic lflunctlox;s a}r:d th;. rootbmean ‘square amplitudes ———
— | of_yihration for these mols. have been o tained. RCSQ E
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CBv, (NOy),

CCly, (V%) 2, . | :
12 0370. KoneGareausie CMEKTPBbl ranorenonponsson-

CCZBI[/VDX) )nmx AnuuTpoMerana. Diallo Alpha O. Specires de vib-i
%4 ration des dérivés halogénés du dinifrométhane, «C. r. Acad.

.sci.», 1971, C272, Ne 22, 1777—1779 (bpann.) !

J * Hcenenosann HK-cnextppr ra3oo6pasHbix CBr;(NO,),
Qﬁ () u CC]BF(NOZ)ZCZIU(IIQI.C)I}DO?!CI’}()}“ I(_:Ipammrenbnm
CNexTpoB I, TTT 2 2)2 - lpu nepexoae or I g

| qacr'jroT'br AHTHCHMMETPIMECKOT0 - Bas. Kou, Vas(NO,), 1t

Vas(CN,) noswviwalorest, B 1o BPCMA KaK cuMmMerpiy, yacro-’
“Tbl. Vg (NOy) 2 1t vs(CN,) TOHIKaloTCs. Ipusenenn CMIeKTpHI;
M_TaGAHUB YaCTOT. ' ¢ 3. B. B.i

—— -
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' Crrowdew 6.4
X=T¢l, B, . 7 |
' Mol Phass 1932 ,23,
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TR i 13 b73%. Hayycuse TeMJOT NEPEXON0B HEKOTOPHIX AH- !
_Cé”;lﬂ\‘/[‘ //‘,3; GensasenuHoB, Kap6a3onos M (leHOTHa3HHOB [MeTOMOM] L_
——— — = ~ niipdepenunanpion ckanipyloweit Kagopumerpun, Gip- T
Lary = stein Edward, Barrall Edwa rw:,vlwl,“Bf"‘e»d'l"
—————— ~f¢ldi Karin, _Neéd Omar U. Differential scanning 7
L calorimetric sfudy of the {ransition heats of some diben-l
— _~zazepines, carbazoles and .phenothiazines. «Thermochim. ™
' acta», 1972, 3, Ne 4, 253—258 (anra) | q
—  Mamepennt T. W H SuTanbnuu niaasaenus (AH) 5-xqop- T

—A—f? - _‘auert-5-H-auGens (b, f)asenuua (1),  S-nekanom-5-H-au- |
» m

—6en3 (¢, f)-azemna (II), N-(B-xnopnponmonin)-xap6asosa :
(1), N-aueruaxap6asona BIV). N-topmuakap6asona (V),l
. T N-¢popmuadenornasnna (VI), N-auernndenornasnna (VII) ——
' u N-(B-xnopnpomounn)-¢denornasnua (VII). Idanee npu-|
gl "'Be,'xexg_:l: coenunchne, T. w1 (°C), AH (xan/monb), uncrora —

B e —




“obpasua (mom %): I; 143,2; 5847, 99,24; II; 3,30; 1CCl;;
>95,99: 111; 122,2; 5352; 99,80; 1V; 77,2; 3333: —; V; 984,
'3854; 99,37; VI; 144,5; 58935; 99,58; VII; 202,6; 8778; —;|
'VIII; 140,5; 6964; 98,29. ITomyuenuble  pe3ybTaTLi COMO-:
CTaB/icHbl ¢ JAHHLIMH /ST AHGeH3asenHHa M popyui-, aue-
THJI-, TIPONMHONHJ-, H300YTHPHJ-, XJIOPNPONHOHHA-, XAOPOY- |
'THpHJ-, GpOMaueTHJI-, OPOMH30GYTHPHJ-, TpHpTOpauUeTH -, !
aKpHAII- M MeTakpHaIAuGen3asenina. Conocrapieno mo-!

BellcHHe aMKHJBHON LENH B auui3aMent, XHOeH3a3enmuHaXx,

.Kap6a3onax u (eHoTHa3Huax C Ap. aJKuI3aMeul. LHKIHY.
- CHCTEMAaMH. C ) . Bacuabes |..

R e I :
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60112,7505 | 29 ia-cfc’q//é Ve 1970 ¢
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K po N 60112 7504-/— v

.gpmnguS_D. Infrarod anccura and p&aae

"High Temp.-High Pressures“ 4975, 7,
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X M =M, 2&1« .
o SnempOHorpacbnqecxoe nccnez:osanne
crpoenus moaekyn HC(NOg) 5, CEC(NO5) g 1
BrC(N05)3 B rasopoil fase. gago_rga_H_H.,
[lomnk H, M., Brsmxos J.B. _
A"iH. CTDYKTYD. xnm" 1976 By A % 2
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4 6 B128.  Hayuenne noTeRunagIoB gons.nenun B HEKOTO-
A /,z (’43; ND Zo"a"y T e T

hrlstopher AP MclInally lap D, Pfab
ef. Appearance potent:al studies of some geminal

é’ ” 4/48ubst|tuted C-Nitrosocompounds. «J. Chem. Soc. Perkin
# ;Trans.», 1978, Part 11, No 10, 1110—1112 (anrs,)

I/Isuepemi noTenunant TOABICHHA OCHOBHBIX wowop p
Macccnex ax Me,CR(NO) (R=C], Br, NO,, CN, Ac,
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A0
Cfg‘%;/;/ﬂ 10 B216. Hﬁ&iﬁﬁbacnﬁe"éh’exrpu HEKOTOPBIX nepra-

JOHUTPO3OMETAHOB B ra3oBoii daae, Ernsting N. p,:
Pfab J. The gas phase i r. spectra of some perhalo-

5 O 7
C(/ea(,/i/)/u ‘nitrosomethanes. «Spectrochim, acta», 1980, A36, No 1,
75—84 (anur.) : o
{66 A/O B obractu wactor 3300—200 eyt ' C paspemenney |
~LL3 06 cu—! B BY g CpeaH. obnactax u 2,5 cy-1 B HH3KO-
- : YacToTHON o6aactu CIEKTPa H3MepeHp 'I/IK-cneKprx-no-
CB/U[Z’W moulemm-nepra.rlorm'rposomcmuon, CCIF,NO (h, ccl,-
A -FNO (1), CCILNO (IM),: CBrCl, (IV), CBr,.CINO
g 7/[/ (V) n CBrsNO (VD), ‘B ras. dase. M CpaBuenuss HK-
[ B’[/ é / [) cnekrpos 1L IV,"V 'y V] ycTtanosaeno, uro CnexTp V ya-
o MHOro GoJsiee CJI0KHBI, UM s -Ap. o6pasuop, yro 06D-
L /3 1/[7 SICHSIOT Cy1I TBOBAHHEM JABYX CTaGHaBHbIX H3oMepoB y V.
'Z 3 / lBa xoudopiepa.V OTJIHYAIOTCA LHC- | TOLI-NoN0K e ) 5-
MH 3aMCLUCHHON MeTH.bHO rpynEIbt 0 oTHowenmo |
" aTtoMaM © XJ0pa  u Kucaopoxa.” . Jlas STHX  coenmmenyy .
Yk &/w/a/’ CleKTpanbHas o6aacTs Mex&y 1000 1 500 cy-1, rfo-;m‘:,}f
, MOMY, COACDIKHT GOMblHHCTRE yHRaMenTanbygx Kouie6a-
{ Huit. B cnektpax Iy Ha0JI0N1a€TCS ClabHoe BJIHSAHKe

BHYTPCHIErO Bpawenns, X C.H M
_Q",/ G [&ﬁ 1. Mypauy
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CHCN.. HY /983

KR Buekingham A3,
Fom/tes 2 .
Crem. Phys. 1953,
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8 166. Ouenka aHrapMOHHYECKOr0 CHJIOBOrO MOJS aast’
rajoreHuHanumoB. An assessment of the anharmonic for-
ce fields of the halogen cyanides. Lacy M. «Spectro-
chim. acta», 1984, A40, Ne 2, 141—146 (anra.)

C nomowsio passutoro panee («Mol. Phys.»), 1981, 43,
47) MeToJa CPaBHHTEJbHOTO aHAJH3a Pa3JIHYHBIX CHJIOBBIX
‘moJieif, OCHOBAHHOrO Ha pacueTe CPeAHHX aGCOJIOTHBIX Mpo-
LEeHTHBIX pa3HoCTeii, H3yuyCHBL CHJOBLIE IOJS, HalAEHHbIE
pa3JHYHBIMH aBTOpaMH AJs rajorenuxanunnos. Haiigeno,
JITO M3BECTHblE CHJIOBLIE II0JISI BOCPOU3BOASIT HCTHHHYIO MO-
", HILHAJIbHYIO MOBepXHOCTh ¢ Tounocthlo 2—5%. E.A. K.

[LL:d - OC -

cp./98Y, 15,78
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17 B1198.  Ouenka aHrapMOHHYECKHX CHJOBHIX TOJef
AJs ranoreHunanuaoB. An assessment of the anharmonic
force fields of the halogen cyanides. Lacy M. «Spect-
rochim. acta», 1984, A40, Ne 2, 141—146 (anra.)

Hccnenosansl pasinuHbie aHrapMOHHY. CHJIOBHE noJs,
NPEAOKCHHBIC “HINT  TaJorCHUHANNA0B.  CPaBHATCABHAN
OLEHKAa CHJIOBHIX MNOQAH—DHITOANCHA € NOMOUIBIO BHYHCI,
cpeaH. aGc. MPOUEHTHHIX pasHocTeilt (cM. <Molec. Phys.»,
1981, 43, 47). OrmeueHo, YTO COIMIACHO 3TOI OlleHKe
Pa3/IHUHBIC CHJIOBBIC MO0JS MOTYT OTJHYATLCA OT HCTHH-
HOro MOJICK. MOTeHUHala He Gosee yem Ha 2—5%,. Jlyg.
e pesyabratel noaydensl pas CICN. Ilpeanoxeno Ho-
BOE aHrapMOHHY. CHJIOBOE MOJe, TNMOCTPOEHHOE HA OCHOBe
momeabbix IIt Mop3e B KpHBOMMHeliHBIX KOOpAHHaTax,

B : 3 B. W. Xunnunckui

X‘/ggt//ﬁ,/v/?
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! 100: 218034u An assessment of the anharmonic force fields of
) the halogen cyanides. Lacy, M. (Dep. Phys. Chem., Univ,.

= 2 Newcastle-upon-Tyne, Newcastle-upon-Tyne, UK NEL TRU).

) P Spectroclum Acta, Part A 1984, 40A(2), 141-6 (Eng). Anharmonic

force fields in the p representation for XCN (X = F, Cl, Br, I) were.

caled. using the matrix diagonalization technique, A snmple model

force field and comparison method were used to assess the force

fields currently available for these mols, From this anal.,, the

potential aurfacea defined by the present forco ficlds were estd, m be
wnlhln 2-h% of the actua] mol, potential,

[twt - foim)

04198, 100,w26®



HN FVE (O, 19963) 1985
Zegor 4.€., Witboughby

| | e, "
Guingese Cham, Phys Lokt 1984,
109, K] S0%-508.



XCN =X =X +CNV () 1989

ye N= Lbs]

4 N1264. Kaaccuueckuii MONENbHbI aHAJM3 AMCCOLHA-
MM TPEXaTOMHBIX MOJEKYJ, CONpoBOXpaaioueii ¢oToBo3-
GyxJeHHe M3 JHHEHHOH KOHOHIypauu#W B  H3OTHYTYIO.
Classical model studies of dissociation following linear.
to bent triatomic photoexcitation. Waite B. A, Hel-
vajian H, Dunlap B. I, Baronavski A P.

«Chem. Phys. Lett.», 1984, 111, Ne 6, 544—548 (aura.)

Msyuaercs pacnpejesieHie 10 BpPallaTe/biibIM YPOBHAM
NpOAYKTOB (JOTOAHCCOUHAUHH B mpoiecce
XCN—>XCN*—X4-CN(n, j),

TAe X=C1, Br o J. B 4YacTHOCTH, paccMOTpeHa 3aBH-

-

(b /%f): _/_'(g/ N V.v.. _ ' .

CHMOCTb “3THX pdacnpeaedAcHHii OT BHAa TNOTeHL. TNOBepx-
HOCTH AJIs1 BO30YXKJEHHOro cocTosinusa. Pacuer npoBoau.-
csl B ABa 3Tama: a) KJjacCHuecKHil (paHK — KOHAOHOBCKHIL
nepexoi, B BO3GYXKACHHOe COCTOsHHEe M 6) 3BOMIOUHS MO
9TOii MOTEHIl. NMOBEPXHOCTH BO30OYKACHHOTO  COCTOSIHHSL
Jlns 3TOil NOTEHL. MOBEPXHOCTH HCMOJb30BaJHCb ABe napa-
MeTPH3aLHH, OTJHUAIOL(HECS BEJHYHHON NOTeHL. Oapbepa Y



H3rnGHolt Moawl. s OnHcanus BpaulCHHs —MPHHHMAnach
MOJC/b TUIOCKHX KOHQHrypamHii, a HayaJbHble YCJOBHS
BbHIGHpasiCh  CTamAapTHOit  mpoueaypoii  Moure- -Kapno. !
DKCNepHMEHT NPOBOJHACA B HMIYJILCHOM CBEPX3BYKOBOM |
-MOJIEKYJISIPHOM TIyuKe, KOTOPbIii BO36GYXAAJCS C MOMOILBIO !
-mepecTpanBaeMoro Jasepa. IlosyuenHble B 3KCHNEPHMEHTE
ans CICN pacnpefesieHHst MO BpallaTeJbHLIM YPOBHAM
CN xopowo corJacyioTcs € PacCYHTAHHBIMH H OTJIHYAIOT-~
csl TOJbKO HeGOJbWHM CABHrOM TIJIaBHOrO MAaKCHMyMa B.
CTOpPOHY MaabX j. OCHOBHBIC BHIBOABI NPOBEAEHHOTO CPaB-’
-HEHHs TaKOBbI: a) BpallaTe/bHBIC 3aCeJeHHOCTH MNPOAYK-
TOB €71aG0 3aBHCAT OT HayaJbHON BpallaTeJbHOI T-DH B
nyuke H 6) Aa)ke NPH MaJjoii HayaJbHOIl BPaLIATEbHOIl
T-pe KOHeCYHasi BpauiaTe]bHast T-Pa NMPOAYKTOB 3HAUHTesb-,
Ha. . _______A. B. bBornanos:

“
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/l%{ [F%I/Z K ?A&ﬁz ““Kondopmauis 1 cTpoenue Mone{ﬁ] i%po-;

c Nl uh

pONMOHHTPHAA H 3-GPOMONPONHOHHTPHIA 1O JAHHBIM ra-
30BOft aJeKTpoHOrpadHi M MOJNEKYJSIPHON MEXaHHKH. Con-:
formation and molecular structure of 3-chloropropionitrile
and 3-bromopropionitrile as determined by gas-phase
electron diffraction and molecular mechanics calculati-
ons / Stavnebrekk P. J., Stolevik R, Seip R, Vol-

‘den H. V., Gundersen S. // Acta chem. scand. A—
1988.— 42, Me 6—7— C. 398—408.— Aura.

cnpgngpo.

X. (989, ~3

MeToOM ra3oBOit 3JCKTPOHOTrpa(HH HCCJIEA0BAHA CMECh
anti- u rou-kondopmepos XH,C—CHy—C=N c X=Cl
(I) u Br (II). Ileppas dopma Tca npeoOJajaouiei
1 cocrapaser 64-+24% B I u B 63%17% B 1l. Haiinenu
clefl. 3HAUEHHS IeOMETpHY. TapaMeTpoB (paccTOAHHA Tq,
YIABL 7g), YCPEAHCHHHIX MO OGOHM kondopMepam, aas I u
i1, coorB.:  C—H 1,097(17) u 1,119(31), C=N 1,160(4).
u 1,151(11), C,—C» 1,515(16) n 1512(27), Co—Cs
1,478(11) u 1,489(22), C—X 1,784(5) u 1,942(8) A, san.
yram CCC 110,6(1,0) » 111,8(1,3), CCX . 1108(08) u

111,7(1,3)°, TOpCHOHHHI Yroj rou-KoH$popmepa, OTCIHTH-
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BaeMuii OT cuH-opmel, 71(11) u 65(8)°. Ha 'OCHOBAHHI-
NOJIyYeHHHX CTPYKTYPHHIX JAAHHWX HaiieHH HOBHE 3Haye-
HHSl NapaMeTpOB, ONHCHBAIOIHX HEBaJl. B3aHMOJENCTBHA
ana nap H.N=,'CL.C=, Br..C=, CL.N= u Br.N=,
B PaMKax NpeACTaBJenns HX B3aHMOJICHICTBHA C NOMOLLBIO
It Mopze. - B. C. MacTpIoKoB:

.- s



(A-AulAy. (G 222 1955
Stavpebreni P.7,
Cltd- WM - Itglevie R,
Mlﬂymt/;m, 9" Mot j’&b&éﬁf'/ /989,
M8, 794G
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LU NV0 | , /990

‘/k-/[ ZZ 113: 178672k An ab initio study on the molecular structures:
b and stabilities of CXaNO (X = F, CI). Yu, Qingsen; Chi,
" Guogiang; Dong, Nan; Wu, Nianci - (Chem. Dep., Zhejiang Univ,,!
Hangzhou, Peop. Rep. China).  Wuli Huaxue Xuebao 1990, 6(4),:
399-402 (Ch). The structure in which Cl'is on same side with O is’
more stable than the geometry in which I is in same sic2 with O.
The stabilities of the mols. decreasce from 1 to 4. The reculis are in!
agreement with exptl. duta,
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118: 156926x Determination of geometries and molecular pro=
perties of halocyanide cations, HCN* ions (where X is Cl, Br, I)
through Franck-Condon analyses on the corresponding photo=
electron spectra. Chau. F. T.; McDowell, C. A.; Tahg, Y. W.
(Dep. Appl. Biol. Chem., Technol. Hong Kong Polytech., Hung Hom,
Hong Kong). J. Electron Spectrosc. Relct. Phenom. 1993, 61(2),
217-23 (Eng). I\'ibrationa] intensity calens. were carried out on
photoelectron spectra of CICN, BrCN, and ICN to deduce ion

eometries of CICN and BrCN in the X?r, A?S+, and B?r states and

CN in the Xir states. Results obtained are compared with the
exptl. values and with those obtsired by other werkeds. Force
consts. are also obtained for these iors through normal coordinate
analyses on the obsd. ionic frequencies. The caled. data provide
information on changes in structural and bondirg properties of the
XCN mols. upon ionization. :
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