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wo21 V.
D(CQH-H), D(CZH -H)

Talrose V.L.,. Frank621tch E L.

J.Amer. Chem.Soc., 1958, 80,N 9,
23442345
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2B88. Pacuyer auerniena meroxoM MO c yuerom Bcex
ajektporos. Burnelle Louis. MO treatment of ace-

‘tylene including ‘all~electrons; '«J.”Chem. Phys.», 1960, 32,

e 6, 1872—1873 (aurn).—Merozom JIKAO MO B npu-
GMUIKEHHH CaMOCOraiacoBaHHOro moast Pytana 6Ge3 yuwera
B3aHMoJelicTBHA KOHMHrypawuii paccynTaHa MoJeKyJaa ale-
tunena (I). B -xauecrse AO mHcrmosb3oBasuch ciefiTepoB-
cke ¢-unn atomoB C n H. Tpex- n yeTHpexueHTpOBEIe HH-
Terpann Mexay Is-AO (C) mpeneGperanuch, a BCe OCTafb-

“HBle BHIYHCJAJNCH B NPpHOAHKeHHH Manankena. Paccuuran-

‘HHlit (no Kynmancy) nepBwit moreHuuan monusaumu I pa-

sen 10,34 96, a suepria mepeoro nmepexopa 'XI} —IZ

-6,24 38 (akcnepuM. Beanuuus 11,41 u 5,23 38 cooTseTcTBEH-

Ho). Paccunrannas nonuas sHepris | oxasbiBaercs Ha -

0,56 aT. ex. MeHbllle SKCNEPHMEHTAJbHOI, YTO OOBACHSETCS |

NPHOIHIKEHHEIM pacueTOM HHTerpanos. IlpoBemen pacuer
3acenenHoctn cBsadeil. OTMeyaercs, 4To Heyuer aToMoB H
MPHBOJHT K CYLIECTBEHHO GOJblueli SHEPrHH OJeKTPOHHOro
nepexona (8,02 96). E. Huxurun

P61,

.
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\02}1/2_, ( copynTypa, CITOB.IOCT.
E-ing Golie 9
Canad.dJ.Cherm. , 1960,. 38, . 1 3,
365=372 = &

HE | R L 3 - ‘- o) -e .
iloBe:IIOCTH BICKTDOHHOTO eee



(.L- i'(z_

fe- e = 1060, 32, No 5, 1595—1597 (amr:r.).—CooOmienLl pesyJin-

TOY C

(180

" 9535, Pacuerst ocnosunix cocrosmuii Coll; m CO, 1o Me-
2 2

aMOCOTIACOBANNBIX MOJCKY/APHBIX OpONT B XIpH-
gmkenzm JIKAO. McLean A.D. LCAO-MO-SCF ground
state calculations on.CyH; and COz «J. Chem. Phys.»,

TaTHl LEPBHIX PAcuCTOB MHOTOATOMHULIX JIMHCITHBIX MoJIe-
TTTTTT T RYJ TIO METOJTY CAMOCOTTACOBAMIIRIN MO, BBHINOIHEHHBIX
HA OCHOBC IC;IABIO B3AKOMUEHIHOIl LPOrpAMMELL LI JJIeR-
‘wrmemm———=— ppoumnoil cuetnoit Manmmnt. ITporpamva mo3po:ser mpo-




H3BOMUITL MOJIHOCTLIO ABTOMATHY. PACUCTLI MOJICKYJI KaK
¢ 3amONUCHIOI, TaX Il ¢ HE3AMOIICHNOIl DJICKTPOHMOI
000:10KOIT IpIT MIHIMYMe Jannpix: Oasmennie yORIUIM,.
. MCIKDAJICPNDLIC PACCTOSANI, DICKTPONNAS KOO(UrypaInsd,
CIIMMETPILSI, 3apsifipl sigep. Orpanmgenns: 0asucubie GyHK- |
I JI0;URABL OBITH  CICIITCPOBCKOrO TINIA, A IIX WIC/IO He
Gomee 16. Uic:ro siiep B MOJICKYJIC AOMKHO OLITHL me Go- '
stiee 4. Bee IHTErpajsl BLIMICISIOTCSI ¢ TOUHOCTBIO JO:
5-T0 JICCATIYHOrO 3HaKa, a I0JHas SHCPris, OHCPIUA I
£09. MO — o 4-ro mecarmunoro 3naxa. Ilpmsegensr pe-
3y;ILTATLL PACUCTOR .OCHOBHBIX cocTosamiil Moaexkya CqoHy
n CO, B omorouMUrypaIiioNnoM pnlmuKen, KoTo-
poie morpebosamt 2 11 3 waca MANIIMIIOTO BPCMCHII COOT- |
percTnenio. Paccunrtamnpic 9HEpriir Bepxueil 3anmaroii
MO (12,01 38 B CoH n 11,98 36 B CO.) naxomsaTCsa B
PASYMIOM COTJIACHI ¢ COOTBCTCTBYIOMINMII OKCICPIM. Be-
mrmmayi (14,41 1 13,79 96). - E. IIycroponiy-

I"
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| SR %60

CyH,!
>~ 7\, 12556. Pacnpepeaenie 3apsja, THOPUAN3AINGT I CBA-
3pIBamiIc B aleTiviene I B Apyoxicn yriacpona.McLean'
A. D, Ransil B.J, Mulliken R. S. Charge. distri-,
bution, hybridization, and bonding in acetylenc and car-'
‘bon dioxide. «J. Chem. Phys.», 1960, 32, Nz 6, 1873
(anrr.).—IIponapesien anajin3 pacHpefeICHrs dJICKTPONOB: -
B Mosexyaax CoH, 1 CO; 1mma 0CIIOBE MOJ. BOJNOBBIX (DYHE-!
umii, paccuntanosix Max-Jleitmon (PHEXimr, 1961, 2B35).”
Inst CoH, maiiieno (B cro0Kax 3mavemisi, COOTBCTCTBYIO-i *
myure Boxnosoit ynrmnn Bepuemna; (PHXm, 1960, No 23,
91245): sacemennoctii nmepekpuiBanis o-caseit CH 0,79 e
(0,87 ¢) m.CC 0,89 e (0,82 ¢); monmrIii 3apsap KaskHoro:
atoma II + 0,21 e (+0,105 e); CYMMapHas _3aCeJCHIOCTD
i S A mE e e e T .

! .
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(C e ’
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nepexpuiBammst ABYX st-cpazeit 1,05 ‘e (=). Ipoxormpo-,
pamme 25¢ —72p0g COCTABILIST 0,92 e (092 e), . e. T0-,
pupusanma AO yriaepoa B crydac ofe1x BOINOBEIX YHK-!
i GisKa K sp-THOpI/n3ar(ii. OrMevaeTcsa IOMIMIKCH-,
nast sacenemmocts o-cpsasn NN B N, o CpaBICHIIO C
g-csizpio CC B CoHp, 00yCHOBICHIIAST OTTAIKIBAMNIICNM me-!
MOMCIICIUNLIX Iap aTOMOD Aa30Ta. Amanus mgast COp Jaer:.
G- II 7-32CCJCHIOCTIl TEPERPLIBAILT CBA3I C=0 paBmsl;;
coorpercrnenno 0,21 e 1 0,52 ¢; TMOMILIC 3aPALL aQTOMOB:'
+043 e (C) m —0,22 ¢ (0). Ilpovotupopamne 2sg —>'
—2po cocrapisier 1,08 e (rnOpuansanmst Gamska K sp-
CIOPILAM3ALNIN)-. IIpoyoTHpOBaHIe 2502p0¢ (0,44 e)
ouTi Taxoo sxe, Kax mas aroma O B CO u H,0. T.P.
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A5f9~.f7?%5-4y‘) /p;iqs~o

w; (C0o,, CO, HCl, HBr, Nis, 1960
C, H 'CH,, N,0, H,0 )
Plyler E.K., Dantl A., Blalne L. R.,

Tidwell E.D,
J.Res.Nat.Bur. Standards,.1960 Ab4,
N I, 29-48  (aww.) | -
Vibrationrotation structure in absorg
" tion bands for the calibration of spec—
trometers from 2 to I6 microns. '

PX, 1962,
@

T6126.
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b—l Perturbation of molecular rotation-vibration energy levels

! by rare gases. D.H.Rank, D.P. Eastman, W. B. Birtley, |
| and T. A. Wiggins (Pennsylvania State Univ., University !

- Park). J. Chem. Phys. 33, 323-6(1960).—The shift in; '

frequency of lines of the 2-0 band of HCI and of the » + » !

band of C;Ha due to the presence of Kr and Xe as foreign |

gases was measured. A marked J dependence was observed.

The reiative shifts in the upper and lower states of the transi- ‘

tions were calcd. from the shifts in the A, F'/(J) and A2 F'(J) |

values obtained from the measured line shifts. In the case . -~ - -

of HCI, the shifts in the rotational levels were markedly dif- fe

- ferent in the upper and lower states, the upper state shift{.."... ...

being proportional to J, while the lower-state cnergy-level

shifts approached an asymptotic value for high J. For, = __.

~ C,H, the shifts in both levels resembled the shift in the lower,

»qtate of HCL. - ‘ Henry Leidheiser, Jr.
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1964

C [ Y S P L.

Roy . Universelle des Tnines
W” g¢ Seaie T Xt w2, 1961
OZA, ,93&&/‘2:9;9(" 4[@495 fa, Se/ ol
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C2H2 ( DO) Z_V"MQ 1961

Knox B.E., Palmer H.B.
ChemoROVSO ,J 1 961 9 ‘ﬂ, N 3’ 247-
255 ( zwror. ) =

SHEDTHUSA TUCCOLMAIE CBASH HaJHX
YIREEeBOJIODOMHEY MOJCKYI / 0630p /

PX., I96I, 23b44
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CoMy : 196

. Mean amplitudes of vibration and shrinkage effects of
‘acetylene from spectroscopic data. E. Meisingseth and S.

‘J. Cyvin (Norges Tek. Hoecgskole, Trondheim, Norway).”
"Acta. Chem. Scand. 15, 2021-5(1961)(in English).—Force'
- ‘consts., mean-square amplitude matrix elements, mean-
;amplitudes of vibration, and shrinkage effects for C.H, were
‘caled. The theory of vibrational mean-square amplitudes:
ifor a linear sym. X,Y, mol. was applied. Approxn. methods
_.were also studied. For example, when C:H, was treated asa..
| 2-particle structure a very good approxn. was obtained for
‘the C-C mean amplitude of vibration. Aaron L. Bluhm |

chiger 13
1S06Y é g
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Cz-_kt ' A W’ﬁ“"‘ o

gpc&#wc/lum d&{c_. /961 I, /ILS"'

By = LIF6SY £ 0,00004 j__f_'ﬁfﬁ'_'_ﬁﬁ.figf__"" o
= L1003 kb’

0 = 62,80 e



v me i o B e

. 1962, 1%

,C.z,“a'? .

.

w¥ ..

)

17891, TIlipakpaciblit _cuexTp amemmicia. Wi g-

gins T. A, Plyler Earle K, Tidwell Eugene '

-~ D. Infrared spectrum of ‘acetylene. «J, Opt. Soc. Ameri-,
can, 1961, 51, Ne 14, 1219—1225 (amrn).—Haygen HK-
~-cnexTp CpHa B muTeppane 2500—4150 cx—! ¢ mempro mo- - -

ayanTs Gonee TounbIl HA6OpP BPAIMATENBOEIX IOCTOSNHEIX,

- 13 19 o0napy:xenHLIX' mosoc moraomenns y 11 6ruia xo-: -

pomo paspcmiena BPAamaTenbHAs CTPYKTypa. Ompeaenensr -

---—- ~BpallaTeabnble mocTosannble By = 1,17654 =+ 0,00004 cu—1- -

o Do = (1,51 +=0,03):- 10-6 cu—! m xomcTanTH l-yABOEHNA

-~ BHIPO/KAEHHBIX Konedammii ¢4 = 527-10 ca—! &
gs = 4,63- 103 cs~!, CpaBmeHume BDpaIIATeIBHEIX KOH- .
~-CTAHT JUIA PA3HEIX HAOMIOAEHIBIX COCTOARNIT MOKA3KIBAET, -
4TO JJADHBIX eIle HEeAO0CTATOYHO JJs JOIYIeHHS YAOBIET-:
-BOPHTEAbHOr0 Habopa BPANIATENLHEIX JIOCTOSHIBIX.

_ U3 pesiome aBToposn’




vl | /1961

e S .___.-——- .8 B138.  HK-cnektp auermnena, Wiggins T. A, "

\A [ "Plyler Earle K, Tidwell Eugene D. Infrared:
¢ : .spectrum of acétylene « J.Opt. Soc. America», 1961, 51,‘»4‘---

L Ne 11, 1219—1225 (anra.)

C uensio onpenenennss Gosee TOYHBIX 3HAUEHHI Bpama-
're.nbum\c noctosiHHbiXx Mosekyabnl CoHa Jcc/ienoBan. HK-
!CNEeKTp MOTJIOLIEHHST alCeTHJAeHa, NoJaydeHHEll B o6JacTi
©2500—4150 cu—! npu paspewenun xo 0,03 cu~l. HaGmoze-!
- Ho 19 pasmnunbix mosoc. [ast 11 10CTaTOYHO HHTCHCHBHBIX
M xopowro pa3pelleHHBIX [0JIOC BHIMOJNHEH aHaJH3 Bpalua-

£ TeJBHON CTPYKTYpBl. 3HaueHHsl MOCTOSHHBIX Bo=1,17654%} - -
- #0,00004 1 Do=i1,51%0,03-10-6 cs~! nonyuensl H3 ananau3a
. .TIATH MOJIOC, BKJIOYAIOUINIX OCHOBHOE KoJebaTesbHOe COCTOs-:

ch?) /jgz UHHe MOJIeKYJbl. 3HayeHs TOCTOSHHBIX B, nas10 pasmmum\l
" BEPXHHX COCTOSIHHMIi _onpenenieHbl HCXONS I3 . nonyqenum\m




.

st

. e e —— M T e RN SO OG ,
‘3HavenHit passocreil Bo— By, AN psiga COCTOSHHIL BbIYHC-'
;.nexmbxe 3HAUCHHSA TOCTOSIHHBIX @y OTVIHYAIOTCS OT H3MepeH-.
JIbIX, YKa3bIBas Ha HCOGXOAHMOCTb YYeTa' MOCTOSHHOIl Y B BbI-!
‘paxenny pas B,. Has BBIDOJKAEHHBIX KoseGamuilt vy u s
ONpefesieHbl  NMOCTOSAHNBle  yaBoenust [-Tuna, paBubic;
1G4=5,27410—3 om~1 1 gs=4,65-10-3 cx—1, YkaspiBaercs, uto .
‘IS GoJiee TOYHOTO OMNpefC/eH s BpalATeNLIBLIX NMOCTOSIH- |
HEIX Mosexyast CoHp TpeGyiotess momosnutenshbie naumble, !
ITO3BOJITIOLIHE yuecTh pe3onanc mexay 00100- u 0101'11-co- i
CTOSIHHSAMH. K3 pa3sHOCTHBIX moJOC, BKJIOYAIOUIHX YpOBeHbD |
U4=1, ompeneseHo 3HayeHHE YACTOTHI OCHOBHOTO KoJeGa-
‘HHA v4=612,88 cu—l, Do K. Bacunenckui |



Plyler,_ and I:ugcnc D. Tidwell (Pennsylvauia State"Univ.,

- - - University Park). J. 0pt. Soc. Am. 51, 1219-25(1961).—

The range was ..000-41.)0 cm. ™}, the instrument a gr.xtmg

- with_10,000 lines per in., and lhc absorption cell, with an- -

uptlc.d'p.tth of 61n-, was used at pressures of 1-120 nun. and
at temps. up to 60°. Of 19 observed bands, 11 were u<cd
for rotational analysis. Consts. for the ground state arc
By = 1.17654 = 0.00004, D = 1.51 = 0.03 X 10~ cm, ™},
For the degenerate modes, the /-doubling consts. are qq —[

:5.27, @y = 4.6; X 1073 cm.™!. The use of difference bands___

mvolvmg the v = 1 level gave 612.88 cm. ™ as the vibra-
‘tional frequency. Addnl. data and consideration of . reso-

“‘nances will be needed in order to obtain satisfactory rota- -

txonal consts e Gcorgc \I \Iurph\ ,i

" Infrared spectrum of acetylene. T. A. Wiggius, Earle K777
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} 1B91. Bo30yxaeHnbie COCTOsIHMS —aueTuaena. ,\, 0z

nicki W. Excited states of acetylene. «Bull. Acad. polon.,
i's’éi."Ser. sci. math., astron. et phys.», 1961, 9, Ne 4, 273—';

S — L (anr..; pes. pycck.)

dopma MoJeky.nl aueriiena B ocitosHoyM (D ocp) 1 meps

. BoM po36yxaeHHOM (Cap) 3JICKTPOHHBIX COCTOSHHAX HHTEp-,
npeTHpyeTcs Ha OCHOBE HCSMMIIPHY. METOAA aHTHCHMMETpH-
soBannpix MO. Bosm. ¢-uuu 060HX COCTOSIHHIT CTPOSATCS C
yueToM H3MeHeHHs THOPUAH3ALII aTOMOB .C ot sp k sp?,.
mipit 3toM At MO ncrmosibayertcst 2-UeHTPOBOC NPHGJIKe-|

ire. MO BHEIIHUX 7=-3JICKTPOHOB, 3JIEKTPOHOB B Juueiinoy,

laneTHene TOUIO OPTOroHasbHbl, HO MO 3nekTponos octé-
ipa OPTOrOHaZbHBI JHllb npu6mkenno (s;; ~ 0,01). Ins
IBBIUNCJCHIST MONEKYJsPHbIX HHTErpasnon NpHMEHsJIICH chei-
.teposckie AO ¢ 3= 1,625. 3- 1 4-uenTpoBble MHTerpasl
{paccunTEIBagICh MpHGMIKenHo no Mannnkeny, OCTaablble—

1198

'rounio. ITonuast auepriist E B 3aBHCHMOCTH OT yraa § (wmg =~

. imapaMeTpa rHGPIH3AUIH) HMEET MHHHMYM NpH == B oc-

iHoBHOM M npi 0=2=/3 B BO3CYMHACHHOM COCTOSIHHAX - —

;DHepris COOTBETCTBYIOWEro Nepexoia 'Zg —~14,, pasna

%6,38 36, UTO COTJIACYCTCS C.H3BECTHBIM SKCIEPHM. Pe3yJib-
itatoM. Ortmeuaetcs1, uto 3(peKT c—n-p3aHMOAEIICTBIST He
‘MaJl H MOAJEKHT Y4eTy B aHANOrHUNBIX OGCTOATENbCTBAX.
== o e————mrn T o o B, BeixoBekhit



- o Excited states of acetylene. W. Woznicki (N. Copernicus
')k | o Univ., Torun, Poland).” Bull. Acad.” Polon.” Sci., Ser. Sci.,' &
1ol ,')J_ : Math., Astron. Phys. 9, 273-9(1961)(in English). An attempt is o~

0 *-oi= made to give a theoretical explanation to the exptl. known fact.- -
% i that ‘the symmetry of mols. in excited states may differ entirely

M(S E A . from that in the normal state... Calcns. were carried out for the_
Q’O Q! i C.H. mol. by means of the A.S.M.O. method. In constructing
G - the M.O. the 2-center approxn. was applied. By minimization’

of the total energy of the mol., it is found that C;H; in the normal™ ~

QS‘\ L‘I F n,"
1 ‘1;3 M‘L h state A, is linear and possesses the symmetry 12,7, whereas in}
vdon \l ¢ tm{&ﬁmthe mol. is hent to a C—=C—=H-angle-of

i ! 120° . the encrgy of the transition 12.% — 14, amounting to 6.38 -
' ' i ev—(» ~1950 A.). These results are in agrecment with the’
! exptl. data. . o ) _H. Kehiaian

i
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=y 1962,
o 8 / L___.—..
By —AE96 — Iy
Bidibenadbege R e s e Nt TS, . s L o E
. Ionization and dissociation of molecules by monoenergetic
‘electrons. V. C.H.and C.H,. Jacques E. Collin. Bull.
‘Soc. Chim. Belges 71, 15-31(1962). The ionization and-- = = -
‘dissocn. of CaHa and C.H, were studied by means of a mono-
energetic electron beam, with Ar as reference. The po----worv
‘tentials observed are in accord with M.O. theory. Ob-
-:served potentials for C.H. were 11.50, 13.25, and 16.95 .
‘e.v.; for C.ll,, they were 10.48, 11.74, 13.31, 14.64, and
- - 119:28 e.v. The appearance potential for C:Hs* was 14:10.
.M, ! e.v., while C,H,* appeared at 13.40 e.v.
o TR T R —— .. Tohn S. Thayer
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3 I 126. Wonwsauus 1 auccounauis mnexy.rl MOHOE)HEp-
TeTHYeCKHMH aJeKTpoHaMH. V. Auerunen u atuieH. Collin
Jacques E. Ionization and dissociation of moleculés by
monoenergetic electrons. V. Acetylene :and ethylene. «Bull.

Soc. chim. belg.», 1962, 71, No 1—2, 15—31 (aura; pes. P-‘

L.dpan.) n
Hcenexosanst prmue NOSABJCHHS MOJIEKYJSIPHBIX 11 OCKO-. @
“TPOHbI, MOHOXpOMaTi3ipoBanibie MeTogoM Pokca (P)KPus. - §
1956, Ne 10, 27904). O6napyxenHble Ha _KpHBBIX MOSABJIEHHA
-{renuuanst ponusauun (ITH). Has CoHp uamepenst caenyio- &..
mwne MU (B 98): 11,50+0,10, 13,25+0,19 u 16,95+0,30;
@
-
-4 =105..xkkaa[smonb.  TTonyuenst caepyioune  ITH (CoHg) e
955 11093 1270, .13 88 u 19,70 ( 3s). lHupomechym-

196%

O 51CKTPOHHLIM yAapoM. JJst o3l HCMO/L30BANL! 9JICK-
(cooTBeTCTBYIOlLHEe BO30YXKAEHHBIM COCTOSHHAM HOHA) no-s
+0,58 n 19,28+0,30. Hccaenosaniie KpiBoil NOSABJEHHS OC
nna paaukana C;Hz B npeanonoxkenni, uto D (C.Hs—H) =

JIOYHBIX HOHOB, o6pasytoumuxcs npu Honusamnn CoHp 1 CoHy
H3J0MBl TO3BOJIHJN ONpEefeNHTb MNepBblit I 6ojee BLICOKHE - &
aasa stiiena: 10,48=+0,13, 411,74+0 17; 13,31+0,20, 14,64
kosounnx Honos CoH% u3 C.Hy nossosio onpenenuts IMTH——-—-
- ceee i B



JlciHe  pe3yJabTaToB  MO3BOJIMJIO. yc*rauomm' éoé’rOﬁilf(ﬁ'
3/ICKTPOHOB, ONPCAESIOUHX OCHOBHOI I BBICLIIE MOTEHUHA-|
asl Hounsauuu. Y. IIT POKXum, 1960, Ne 16, 64232, :
_E, ¢paxuegwr



. | 196,
CzHL l . i [ ,-_.‘._M__;_________A,.. e Rt s R s =
i . Infrared spectra and hydrogen bonding of acetylenes.”
EA&% ! ‘Charles S. Kraihanzel, -Sr. (Univ. of Wisconsin, Madison).
= A iy Microfilms (Ann Arbor, Mich.), Order No. 62-(131{31.ﬁrf—7-—*

- 2al N Ei?p.; Dissertation Abstr. 22, 3006(1962).
g o _ ~
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1969,

C .Qj\j( ‘@ 'jlkzz B137. ‘ o A

Onpenenenne MOACKYMAPHLIX MOCTOANHLIX 13’

y lon spectra. «Internat. Sympos. Molec. Struct. and Spee-—"" """~

\M\ i O‘ \ determination of molecular constan{s™Iroi high resolu- .
LV irose Tokyo, 1060, 5.1 b, GO0 G307 (an)

paspeurcHicM BPANIaTCJILHAS CTPYKRTYpa IOJOCLI Vi + Vg

“ernexTpon ¢ nuicokiy paspewemiey. Plyler E. K. The™

Ha panee ommrcannom mpuGope Imoayuena ¢ BEICOKIM ~ ~

C L§B HHK-cnextpe srana (I). Onpenenentr spavenns reoMer-

Q : pua.  mapamerpos- It ro(C—H) = 1,108 1 ro(C—C) =

5 ‘2” 7= 1,536 A. I3 anami3a BpamaTeaLION CTPYKTYPHI CICKT-" = =~~~
. i pos CoHz, C;HD n C;D; monyueno ro(C=H) = 1,0566 1t

' dtad 7 ro(C=C)™= 1,2088 A. KpaTko 0XapaKTepH30BAHLI Pe3yip-~""""""" -
C{\J&qﬁx\/% - TaThl, monyuennnie npn uccaepopannn HK-ciexrpos N,O.

O TV T80, m C30p B *_B. Anexcamsm

\@1 B St czeszmnna e B R --->-~-T» S P e e
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lof mols. in the ground state.wa$ bombarded -with electrons of,

) Sothie mew imetastable states of moleculés. William Lichteri———
(Univ. of Chicagd). J. Chem. Phys. 37, 2152-4(1962). ~Arbeam -

controlled energy, excited to a metastable state, aund detected ona
metal surface which acted as a secondary electron emission detec-
tor. Mol. O,existed in a metastable state at an electron energy ="
of 12 e.v. The lifetime was at least 1 msec. Metastable states

lwere also observed in C;Hy and_C;Ha. Thg"lifetimes, fractions%‘,";“
of a msec., were compatlible with the assumption of triplet states.” -

__Henry Leidheiser; Jr.. ——
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T LS M o e 1963
q gi | BE~2y(2 - [«
' ?v [ Spectroscopic studies on molecular vibrations and Coriolis
! coupling in acetylenes, diiodoacetylene, and cyanogen. jJ.
C Ni “|Brunvoll and S. J. Cyvin (Norges Tek. Hogskole, Trondhein,
2 Norway). Acta Chem. Scand. 17(5), 1412-16(1663)(in English)..

Spectroscopic calens. are reported for some linear sym. Xa Ya-type
mols. David L. Hatt_ i
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[3 s . 122‘:3!1_':) ROTATION- VIBRATION CONSTANTS OF I%S
= Q—H..' - = YLENE, EarleK. Plyler (National Bureau of :

TN~ Standards. Washington, D. C.); EugeneD Tidwell, and
'T. A. Wiggins. J. Opt. Soc. Am., 53:  589-93(May 1963).

C)\) &’u/ . ; “The st study of the absorption spectrum previously re- ; [ -
= h ———ported was extended to include the 1900~ to 2200- and ‘_.hi__,_
{the 4400- to 6750-cm™" reglons. Rotational analysis o
provides 20 states from which the following constants R B
. are determined: ay = 6.82, G, = 6.30, ag %5.60, ay = ! '
-1.30, a5=-2.20 x 1073 cm™! and B, = 1.18240 cm™%. | LSS
eeiewmemeoee e} - —..| This value was used with B values for C,HD and C,;D, ; &
N to determine the bond length of r.(C—H) = 1.0603 and — T
re(C = C) = 1,2034 A. A total of 46 states was available, ‘
4 from this and other work, to determine a set of vibra- : -~
T oTT i tional constants. About one-half of the 23 constants were Q____‘
. |determined with acceptable precision. The remaining
e constants are still in doubt due, primarily, to resonances. -
___ ! (auth) .

WA 1%[3, gy T
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I, }39?-576 Y51V - 193
! :
Wl
| { Rotatxon-vxbratlon constants of acetylene. " Earle K. Pl_yler,;
g Q%J ! Eugene D. Tidwell (Natl. Bur. of Stds., Washington, D.C.),:

and T. A. Wiggins. = J. Opt. Soc. Am. 53, 589-93(1963).- The

Study .ol the absorption spectrum prcvxously reported (CA 57,
L\ \(,,~CM_U.,.P———15065/;) was extended to include the 1900-2200- and the 4400—‘———"

6750-cm. ! regions. Rotational analysis provides 20 states,
—— L-——‘— from which the following consts. are detd.: a1 = 6.8, a2 = 6. 30-.‘ e
;—560,a4=—13o,a5-—-—22X10"cm 1, and B.
b 118245 cm. ! This value was used with B, values for C,HD_.-__
and C.;D. to det..the bond length of r(C—H) = 1.060; and
r{(C=C) = 1.203; A. A total of 46 states was available, from———_.__
this and other work, to det. a set of vibrational consts. About
1/2 of the 23 consts. were detd. with acceptable precision. The_.
‘remaining consts. are still in doubt due, primarily, to resonances..
i CA
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Foffani din g Pignataro Se,Cantone .,

Graseo F.
ﬁuovo cimento, 1963, 29y I &y
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Ba- ,é%w/, 8P lV 4 ay —
Cat, ( E ) T e e
Gilson B.R., Arents J. =

Jde. Chem.Phys. 1963 N 7
1572-1575 ( omaa. ) }‘»’ ’

Theoretlcal study of eeo

Py.,1964, 4D74 s
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Rop-geqs-lv - 463

v 6 5222. BpawmarenbHo-koneGaTenbHble NOCTOSHHbIE ale-
TuneHa. Plyer Earle K, Tidwell Eugene_ D,

Wiggins T. A Rotation-vibrafion constanfs of acety-

lene. «J. Opt. Soc. America», 1963, 53, Ne 5, 589—593
(aunra.) ‘

HcenenoBanbl cneKTphl NMOTJIOLLEHHS alleTHAeHa B 06/1acTH
1900, 2200 u 4400—6750 cx~!. das onpeaenenus KoseGa-
FeJbHBIX MOCTOSHHBIX HCMOJb30BaHbl 46 cocrosuuii. P. @.
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91294, HK-cnektpst TBepporo auctuaena. Bottger.
Gary Lee. Infrared spectra of solid acetylene. Doct.
diss. Univ. Washington, ‘1964, 87pp. Ref. «Dissert. Abstrs»,
1964, 25, Ne 5, 2774 (aura) . . L.
| MHaywennt " MK-creKTphl. . MOrJOWEHHS: TIOMAHKPHCTAMIHY.

{naenox CoH, (1), CoHD (1) m CyDy  (111) B oGnacti|
12,2—22 p mpur T-pe “63° K. [IpSIIsTeno cpapueHHe CHCKT-

poB TBepnoii ¢a3el. 1 napos I n gama pa3Guska mosnoc mo
1 THOaM KoJeOanuit. ‘YacTb nmosoc mpHmiucana KoMGHHALHSIM

| Ko.1e6anuit peweTki n .pyHIaMenTaJdbHBIX KoacGammit I
HaGaonaBuasics MyJbTHIVIETHAs CTPYKTypa nojoc ¢ynia-
MCHTaJBHBIX KO;e0aHHil yKa3sLBaeT- Ha TO, YTO B  HH3KO-
temnepatypibix Moaudnxkaunax I I mMonexkynwr npitnan-
aexar Kk THny cummerpun Con. Cnexrpasbioc nposipiene |
3¢ {eKTOB H30TONHOro 3aMmeutenns npu nepexone ot I x Il

e




00CY’K1eHO 'C TOUKH 3DEHHST AHMOJBHLIX ‘B3aHMOJEHCTBHIl.
Hayuena temnepaTypHasi 3aBucCHMOCTL CrekTpa mnoJoc vs I.|
YcraHoB/aeHO, YTO NPH OTIKHIE TOJHKPHCTAMIHY. TieHoK 1
MPOHCXOAST HeoGpaTHMble H3MeHeHHs CNeKTPOB, KOTOpble
Hesb3st OGBSCHHTDL H3MEHEHHeM pa3Mmepa.KpHcTamios. M3y-
UCHBI TaKxKe crekTpol I B TBepAbIX MaTpiuax (KPHATOH, Kce-
HoH) .npu T-pe 22° K, oxHako ycaoBust (popMHPOBaHHST MaT-|

Ha_CNeKTp
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| _Infrared spectra of crystalline C,H, >HD, and C,D,.” 'G. L.

oW r:‘ | ottger and D. F. Eggers, Jr. (Univ. of Washington, Seattle).
> 1S Chem. Phys. 40(7), 2010-17(1964), The infrared absorption—

—— {spectra of polycryst. films of C:H,, C;HD, and C;D, were examd.'
LA ans -S4 Z-——at 63°K. and 4500 and 450 cm.~! The spectra of the solid state——

. ;and the gas phase of the various acetylenes arc compared and the,
appropriate vibrational assignments are made. Several absorp--—

oo tions attributable to combinations of lattice modes and mol..
L s fundamentals were found. The observed multiplet structure of__

T X the fundamental vibrations indicates that in the low-temp.|
! modification of C;H; and C,D, the mols. are located at sites of __.

T T Gz symmetry. Spectra of various solid solns. composed of
mixts. of isotopic species were obtained and their significance:__

T discussed. The eflect of isotopic substitution on the splittings in

the »s region led to the conclusion that the dipole-dipole coupling:
''''''''''''''''''' model is sufficient to explain the observed spectra. ~ RCJQ {7~

'
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19935 INFRARED SPECTRA OF SOLID ACETYLENE.
"1 Gary Lee Bottger, Thesis, Seattle, Univ. of Washington,
. Bip. : .

The infrared absorption spectra of polycrystalline films
of C,H,, C,HD, and C,D, were examined at 63°K in the fre-
quency range between 4500 and 450 cm™!, The spectra of
the solid-state and the gas phase of the various acetylenes
are compared and the appropriate vibrational assignments
are made. Several absorptions attributable to combina-

“| tions of lattice modes and molecular fundamentals were

found. The observed multiplet structure of the fundamental|

1 vibrations indicates that in the low-temperature modifica-

g1l




tion of C;H, and C,D, the molecules are located at sites of |
|Cyp, symmetry. Spectra of various solid solutions composed |
*1of mixtures of isotopic species were obtained and their sig-
inificance is discussed. The effect of isotopic substitution
.on the splittings in the v5 fundamental region led to the
iconclusion that the dipole-dipole coupling model 1is suffi-
jcient to explain the observed spectra, The spectrura of, the
ivs fundamental of acetylene was found to have a pronounced
f temperature dependence. Nonreversible spectral changes
:observed when the polycrystalline films were annealed
{could not be explained merely in terms of an increase in
Tsample crystallinity. The spectrum was also found to be
jsensitive to the temperature at which the acetylene was
idcpo"sitcd. Matrix isolation studies of the infrared spectra
jof acetylene in various solid rare-gas crystals at 22°K.are
ipresented. The vs adsorption frequencies of monomeric
iacetylene suspended in krypton and xenon solid solutions
iwere obtained. The rather gross effects that occur when
‘!the rate of sample deposition is varied are described in
idetail. A careful investigation was made of certain con-.
;centration-dependent multiple absorptions found in the
ispectra. (Dissertation Abstr., 25: No. 5, Nov. 1964)
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J,Be
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CH(Do); C(A Hs); CHy (Do)

Brewer R.G., Kester F.L.

J. Chem.Phyw., 1964, 40(3),
812-17 ‘

Dissociation energy of the e.«
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¥ Electronic structure of molecules containing sp hybrid atoms.
I. Acetylene, diacetylene, nitrogen. Andre Julg and Alain
Pellegatti (Fac. Sci., Marseille, France). Theoret. Chim. Acta
2(3), 202-9(1964)(in French). The improved L.C.A.O. theory:
is used to study the electronic structure of acetylene, diacetylene,
and N mols. Caled. vertical transition energies are in good
agreement with exptl. A relation between total mobile bond
order (= 4+ =') and bond distance is proposed, which applies also
to atoms with different effective nuclear charges. II. The G
molecule. Ibid. 210-14. The improved .L.C.A.O. Theory is
apptfe the C; mol. In order to satisfy the necessary equality
between the non-diagonal matrix elements L, and 'L,,, an elec-
tron shift is introduced along the o bonds. The net charges
borne by the terminal atoms are 4+ 0.09. The computed C—C
distance (1.286 A.) is.in good agreement with expt. Th e2
first N — V transition energies:  1Z,* — 12,7 and !1Z,* — 15,
are 4.7 and 4.8 e.v. These values are not in contradiction with
expt., which places these transitions beyond 4.1 e.v., a limit from
which the terrestrial atm. absorption makes it impossible to
study comet spectra. i ’ RCTC
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16 5126.  Hudpakpacusie cnektpst Co'?H,, C12CIH, h
Co'*Ha ¢ Bbicokum paspewennem. Lafferty Walter J,
Thibault Robert J. High resolufion infrared spect-
Ta ol 'C;1H;,"C2CPH, and C,*Ha. «J. Molec. Spectrosc.»,!
1964, 14, Ne 1, 79—96 (anra.) :

[Tonyuenut ¢ seicoknm paspeureniiem MK-cnexTtpot mordo-

‘menns Co'2H, (I), CRCBH, (II) u C,"*H. (III) b cbaacTi

3200—3400 cu—! (I), 2600—2800, 3300—3400 1 6100—

© 6600 cu=! (11, 111). Ilpouspesck anajin3 BpallaTCabHOIL

CTPYKTYpPbl MOJIOC PC30HHPYIOLULIX KoaeGaniit vi I Vot
+vy'+vs’ I. [Ias nepo3My:ileHHLIX YacTOT MOJYyuCHDI 3Ha-

vennst 3288,66 (vz) 1 3288,11 cu~!' (vetvy+vs'). Otne- -

cetiie GoJsice BBLICOKOIT HAcTOTHl K V3 MOATBEPIKAACTCSl ana-
auzom cnexktpos Il 1t Il B 3toit oGnacti. [Tonyucust cuie-
Aylollie 3HayeHist Hepo3Mmyluennslx yactor (cu—!): aas Il
3361,594 (V[), 3284,21 (\'3), 607,213 (\'4), 728,231 (Vs);
aas 111 3279,49 (v3), 602,77; (v4). Onpenedcusl Takie 3ua-
yeHHs BPALIATEJLHBLIX TocToAnHbIX By, Be, Dy 1 o aas,
HCCCA0BaHULIX  KosMeOaTeNbHblX  MepexofoB. [lapameTpbl’
rs aas auetiiena pasusl 1,057, (C—H) u 1,2070A (C=C).

B. Anekcansu.

\

Va2



Lep .
C ™~ ] {5
~ult Robert J ~ High resolution infrared specira of
‘C,'2H,, C2CRHj,, and Cy"Ha. «J. Molec. Spectrosc.», 1964,;

%, [BA -

J 6 1mese. HK-VCIAICKAprl BBICOKOro pa:ipemcunn Co”Hg;

C¥CPHy w C*H, Lafferty Walter J. Thiba-

14, N\o 1, 79—96 (aura.)

Hceaexosanu ape Mapan. nonocst C'?H, ¢ pesonancoy

‘Depmu vy 1t vo+vy'+vs! B oGnactn 3200—3400 cyu-!. Pac-

‘CUHTAHIDIC HCBO3MYIUCHHLIC YaCTOTH JIST V3 1 Vad-vyl 5

‘PaBubl 3288,66 1 3288,11 ¢! coorsercrsenno. Otoxtect-

BJIEHHEe V3 C BBICLICI YacTOTOIf NOATBCPIKACHO Hneesaenosa-

HHeM 3Toit anaist aas CI3CI2H, 1 Cy13H,, [oayuensr cnexr-

PLI MOrIOLLeHIS HCCACI0BAHIBIX B-B B 0GaacTi 2600—2800,

3300—3400 11 6400—6600 c.y—!. Has C13CI2H, noayueHbl
HEBO3MylICHnLIC KoaeGaTeablbie yacToTsl. Heckoabko TaKHX
"dacror paccuntano aas C'%H,. Haiinenna koneranta pasHo-
Becist B 1151 H30TOMHBIX MOJCKYJ 1 571 KOHCTAHTBI HCMOb-
SOBAHLI 115 TOMHOrO pacuera paccrosius r, p aueriiene.
Puéa. 22 nass. R - ,
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c H/ : 81133. Koa¢uuuents norsowennss M OTOHOHH3A-
__L_L__ux«u aueTnicHa, nponuda u 1-6ytina. Nakayama To-
shio, Watanabe K. Absorption afid™phofoionization
- eewwi —. ..} cocificients of acetylene, propyne, and 1-butyne. «J. Chem.
Phys.», 1964, 40, Ne 2, 558—561 - (aurJL.) . 5
enlimeio ... DOTO3/ICKTPHYCCKHM MCTOJOM M3MCPEHBI K03, NOTJIO-

weHHst H Gortononnsauun auerudena (I), npomuna (II) u
cieemeeedo 4. 1-GyTHua (III) B oGnactu 1050—2000 A. CnexkTp normo-i

<l wennst I coctout u3 AByX peskux cepuit PunGepra, cnexrp’
IT u3 Tpex Gonee andpdysunix, a cnekrp Il u3 Tpex Bechb-__

Ma au¢p¢ysnbix cepuit. Bee cepin B cneKkTpe KaxIoro B-Ba
cxoaATcsl K ORHOMY mnpeaeny, pasuwomy aas I, II g III;
“coorsercraentio 11,41; 10,36 1 10,18 36 u pabromy moren-” "~
IHany HOHH3AUHH STHX MOJICKYJ, ONPENeJCHHOMY H3 KpH-| - -
" Bbix dortowonnsawm.  Ilpepnoxena upeHTHOHRauus me-)
KOTOPBIX mosoc. = . .. O Biiecos
e S s o= L —
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Mplecular_ Rydberg transitions in rare-gas matrixes. Evidence |
for interaction between impurity states and crystal states,
S - S. Pysh, SEuag_tﬂA._» Rice, and loshua_ Jortner (Uniy., of
¢ Chicago): T Chéns. Phys. "43(9 2997—3004(1965)(Eng).
As a 1st step in characterizing mol. Rydhb
‘ state, the absorption spe isi

€Ig states in the solid
: ] S ctra arising from C;H;and C
L _lstates in solid Kr and in the far-uy region were obtained, | - -
The Ist member of the C:H; Rydberg series, which appears at[

8.155 ev. in the gas phase, is observed to be shifted to 8.67 ev.t -
in a Kr matrix and to 9.01.ev. i i

» Particularly with reference to the
-gas solids and rare-gas alloys,
ts are observed. The far-

oHs impurity

similar large blue shif 4
CsHs trapped in Kr and Ar matrixes show ga qual. different
!phenomenon. The Rydberg states gf CeHg ar

‘lo.ptical spectra of rare

j iy

1in connection with other systems which show Fano-type linc[ By v
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i1 B115. Mayuenre BO3MyLIAIOLIero AEHCTBHS, OKa3bl~,
BACMOr0 PA3JMUHLIMH CHATBLIMH Ta3aMH Ha nudpaxpacuoie,
[oJ0CH MOrJOUICHHs AUETHICHa. S.a \vary André, Ro:-i
bin Stéphane. Etude de perturbations de bandes in-:
frarouges de I'acétyléne par divers gaz comprimés.i
«C. 1. Acad. sci», 1965, 261, Ne 20, 4010—4013 (ppanw.) !

ITpocnexeno H3MeleHHe KoMOuHau. MmoJoc morJoumenusa’
napaIelbHOro VitVs (A) (ueHTp mOJOCH 1328, 18 cx—1)!
j TIepTIeHHKYJSPHOTO THIOB vi+vs (B) (4092, 75 cu~t)
ras. aueTijeHa B CMecl €ro ¢ N, 1t Ar cooT. mpi 1aBlt.,
nocaenmix_50—700 ary. Tlonoca A, me_nyeiomas Q-BeTsiui

_______._____———-——-——__'__-

/

‘ - .
N I
= i __.—.——._-.-__’.—————‘_

e ———



B HOPMAJBHBIX YCJOBHSAX, MpH XaBa. ot 500 arst u phile|
0GHAPYKNBACT NOASJCIIE LUEHTPATBIOTO MAKCHMYMA, Cillb:
HO mepekphiBacMOro P- 1 R-petBaiMu 1 cMmeiaiouerocs

B CTOPOHY HH3KHX yacToT NpH BO3pacTanin Aan1. B03.\ly-v

matoutee Aeiictnie Np Gojec 3aMeTHO IO CPABHEHINO € Ar.!
Tlosoca b, xapaktepusylomasicss CTPYKTypoit ¢ P, Q uj
. R-peTBsIMH B HOPMAaJIbHBIX YCJIOBHSX, TIPH JaBJI. BO3MyLLaIO-|
, ero raza mpi 50 @t 1t Bbllle TepsieT TOHKYIO CTPYKTYPYV. |
; Tpcyioxeno ofbscHeHIe pa6moaen#oro addexra. 1

NS b. Paccaim!
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12 1252. HK-nomocsl normowenns auerdHaeHa. Y. L ]9“
4° fAnaaus nosoc B obaacti 13,7 p. Scott J. F. Rao K. ¢
Narahari Infrared absorption” bands of acetylene.
Part."T"Analysis of the bands at 13,7 p. «J. Molec. Spec-
J——trosc.», 1965, 16, Ne 1, 15—23 (aura.) i AN
[Toayuen cnexTp norsomenus auerinena s obaactu 13,7 & & /
C BLICOKHM paspewenneM. [ania TIOIOMAlolero caos 2 i, ™~
Aapnenne rasa | uu pr. cT. AHanus BpawateabHoii CTpyk-! . )
TYP5l TO3BOJISIET  OTHECTH HaGIONEHHble JLHII K mosoce . ¢
Vs H K YeTLIPEM DA3HOCTHLIM MOJocaM [2vs'—wvs], [2vs2—vs], NS
[(va+vs)*—va] 11 [(ve+vs)2—v,] Moseryasr 2CoHp 1 mosoce
vs MoseKysnl 2C1CH,. Onpegenenst HenTpsl moJoc it .pas-——*\‘\
HoctH  B’—B”.  Ouenenst  KoaeGaTeabHLE_[OCTOSIbE  ©
——— [05% Xss, s, X5 11 g5 Mosexyan T2C,H,. OTaeueno uepeno- —&y—
BaHie HHTEHCI3HOCTH BPAUIATeJbHLIX JIHHHIT € YETHBIMI I {q_

——{neuernenyMut Jomas nonoc  vs(Iu—g+), [(vs++vs)o—vy]-—
Zyut—Ilg) u [2vs°—vs] (S +—I1,) numeitnoit cuMeTpiy-
——noit mosexyant H'?—C—2C—H, npoucxoasimee 3a cuer .

{CIHIA fIApa aToMa BOmopoAa. Bubn. 9, Ha3B. C. C. Q’\\

L

‘ S\
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l Infrared absorption bands of acetylene. I. Analysis of thet
» 1bands at 13.7 u. _J. F, Scott and K. Narahari Rao (Ohio State

'Univ., Columbus). J. Mol. Spectry. 16(1), 15-23(1965)(Eng).i - -
:The ir absorption bands of C,H; occurring at 13.7 u were recorded| =
"~ with a high-resolution vacuum-ir grating spectrograph. Analysis|
: of the rotational structure observed led to the identification of the|
=" »s fundamentals of ¥*C,H, and ¥C3CH, and 4 ‘‘difference’’ bands| ™
- ‘of BCHy. A discussion is presented of the rotational and vi-|
" brational consts. of the C;H, mol. evaluated from these data. |

: e RCKP_
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10 0255. UK-rionocst  moroliichns auetnnena. Y. 11
Bausiuue KojeGaTesbHOro lyzmoeﬂvm Scott J. F, . Rao
‘Narahari K. Infrared absorptlon bands of acetylenc.

Part 117 Effect of vibrational I-type doubling. «J. Molec.
Spectrosc.», 1965, 18, Ne 2, .152—I157 (aura.)

Uccnenosano pansinie kone6ateasoro [-yasoehiist ypos-

Heit aueTisena, B KOTOPOM BO30yXKaeHbl 06a TepneHiyKy-
JsIpHBIE KOJICOanHs V4 11 Vs. Bansunie aroro 3(1)4)(:1(1‘:1 na se-
JUIUHHBL KOHCTANT KOJMeGaTeNLloro 'B3anMOJCHCTBHS Xg5 1
s panee He yulTHIBAIOCH, T. €. JIPAN0Aranoch, UTo rys= =0.

"B macrosiuleii paGoTe aBTOPLI, COYeTasl PE3yJLTAaTH l3yue-

nust KoneGateabno-spamarensiibix mosoc MK-cnexrpa C,Ha
C 13MepentsMi, BLNOTICHHbIMI B AavieKoii Y P-06.1acTil st

b 16 100

(96



$ -
anexTpouibix mosoc CoHp, OUCHHII IBEJHUHIDI Fys, X35 1 Zi5 £t
¢ yuetoM KoaeGatesbiioro yasoems [-tina.  Haiinemibie,
snavenus  (rs=3,46 cu~l; T xs=—7,01 om~l;  gis=,
-=11,48 cu~') 3naunTeALIO OTJIUAIOTCS OT NPHUSTHIX paliee.
Tlpusedensl cxeMaTHu. KapTiubl KojefaTeapHbix [-pesonain-
-ca u [-ynsoenus B yposusix 0002°1'—000231! a1 00031. BuGa.:
5 naoo. U L ew. DKo, 1965, 1210262, C. Bypeliwo:
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©."" Infrared absorption bands of acetylene. 1I." Effect of vibra-
tional /-type doubling. J. F. Scott and K. Narahari Rao (Ohio }--
State Univ., Columbus). J. Mol. Spectry. 18(2), 152-7(1965)
(Eng); cf. CA 63, 1349k. The effect of vibrational /-type dou-} - .-
bling on levels of C,H: in which both perpendicular modes v and
s are excited complicates the evaluation of the vibrational inter-{ = ° .
action consts. x¢ and gg. Previous exptl. detns. of these 21}
consts. have neglected the effect of vibrational /-type doubling |

i and, hence, assumed r¢s = 0. ~On combining the data obtained

%
N
-\\\ | for the vibration rotation bands in the ir with the measurements
ol s
»

g L IS ¢

! made'in the far uv on the electronic bands of C;H: and using the
current theory dealing with the problem of vibrational /-type
;‘ doubling, an attempt has been made to obtain values for rys, x5, |
i and gi. The newly detd. xi and gs differ significantly from t
| those derived by assumifig7s =-0=— RCKP
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— Reconsideration of vibrational I-type doubling in C;H;. J.F.'
Scott and K. Narahari Rao (Ohio-State Univ., Co umbus).

y == =10l Spectry. 18(4), 451-2(1965)(Eng). The effect of vibra-
tional /-type doubling and resonance in 2C;Hz, which caused cer-
tain corrections to the relations employed in the previous paper
(CA 64, 2867h) is reconsidered.  Four new equations, including 2.
quadratics, are shown: they provide 2 sets of values i
%6, fesvand g, The 1st set allows the levels 010221, 0011'0°,
UI(}I’E’, and 6()TO°1‘ to be caled. with good agreement with values
detd. from hot bands in the 3-p region. Both sets of values show
a neg. sign for the const. 74, which results in the Z,~ states of .
levels 0000'1! and 003!1! lying above the Z,* states. ¢

. L o Ralph H. Steinberg '

C.B- 1966 6Y-F
908/ ¢d




15163,  Crektps B Aadbueii’ HipPAKPACHOil 0GIACTI

kpuctaamnueckux aneruaenos Colfa. v _CoDo.  Ander-

~son A, Smith Wm Hayden. Far TTnirared spectra of;

A AFER )/

crysfalline “acetylenes CjH, and CpDz. «J. Chem. Phys.».
1966, 44, Ne 11, 4216—4219 (aura.) -
UK-cnextpst monnkpuctasm. maenok CoHy w C:D; B

o6aacti 20—250 cs—! nmosyuenbl ¢ MOMOILbIO (ypbe-CHeKT- -

pomerpa npu T-pe 77°K. OG6a xpucrammii. aueTiiena)
nnetor mo 2 mosocki: 98,5 m 118 cun~! gas CoHa, 102 1
122 cu~! pas CyD.. OrHouwenie yacToT 2 MOJEKYJ MOUTH
TOUHO COOTBETCTBYET KBaApaTHOMY KOPHIO H3,00p. OTIO-
LICHHST MacC COOTB-HX MOJEKYJ, YTO NO3BOJIIO. OTHCCTH
yKasanuble MOJOCH K TPAHCJALHOHHBIM KOJMeGauusM Kpli-
CTanMmy. pemeroK. AHalu3 IOKa3aJ, uTo CTPYKTypa KpH-
crammy. sweiikin CoHp 11 CoDy coorpercTByer npocTpancT-
- pennoit rpynne Dyn ¢ ABYMs MOJCKyJaMil B sveiike, a MO-.
nexkyna umeer cumMeTpHio Con. [, Kyspsny,

(964



196¢

C u i ) 2 N1342. - CnexTpbl KpHcTagaHueckux auermacHos C.Hy
2 ZI i C,D, B naaekoii UK-o6nactn. Anderson A, Smith
- ‘Wm. Hayden. Farinfrared spectra of crystalline acety-i.

“~  lenes C:H: and C,D; «J. Chem. Phys.», 1966, 44, Ne 11,

4216—4219 (auru.) . !

" C nomouwpbio ¢ypbe-cnektpomerpa moayuenst MK-cnekrpsr

: (20—250 cxu~1)  nosmukpucramny. maeHok CoH, n CaD:
()‘ npu 1-pe 77°K. OGuapy:keust 2 moaocsl 98,57 118 ca—1!
A ‘B CaHa, 102 11 122 cu~!'—B CoD,. OrtHolueHHe yacToT,

IOYTH TOYHO COOTBETCTBYET KBAaAPaTHOMY KOpHIO 13 o6paT-:
HOrO OTHOLIEHHSI MacC COOTBETCTBYIOUHX MOJEKYJ, YTO.

'II03BOJIII/IO OTHECTH YKa3aHHBIE MOJOCH K TPAHCJSLHOHHEIM
Ceee S KoJeGaHusaM Kpucrasnny. peuerok. CTpykTypa KpHcTasd-.
; % Z‘Q any. siueitkn CoHy 11 C2D2 cooTBeTCTBYET NpOCTPaHCTBEHHOI !

rpynne Da;, ¢ ABYMs MOJIEKyJaMH B sueiike, a MOJeKyJa!
y nMmeeT cummerpHio nodoxkednss. Cap. . . Kyabaun!

o
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Cq Mg, | Bop - 134617 | 4966
= pottlef R, Dibelen V. H,
A Wolyeer -4, Rogengtoek H.
() o Phigs., 4966, W4,
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J(oz,qno D 0, 02H2, C H )

Brehm B. :
Z.Naturforsch, 1966, 21a, N 3, 196-209

Massenqnektrometrlsche “Untersuchung
der Photomonlsatlon von Molekilen
i. ) ) F
PF., 1966, 11D124 ‘
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Y 714 B59.. Pacyer OCHOBHOIO COCTOSIHHSI MOJAEKYJbI “aue-
THACHA B MPHOMLKEHHH ABYX ucntpos. Byabiuen B. IT.
«Tcop. 1 IKCOCPHM. XHMHSY, 1966, 2, Ne 6, 823—820

B ABYXUGHTPOBOM MNpHOIKEHHH | NPOH3DBCCH pacuer,
ocnopnoro cocrosmitst CoHz Metonom Pyrana. B mporpamMe’
pacueta Bce HTerpaJjibl Kpoie 11c60/BIIOTO UCAa MaBIX,
10 MOZAY/IIO, MOALINTErpabiible BLIpaKenls K-phlX CO1ep-;
KaT 1S-QyHKUHIO, BBIUNCISIOTCS  TOUHO. BapbipoBasiich
bt cpsizeit C—C 1 C—H 1t 9KCHOHCHTHL B cJeiiTepoB- !
cxkix AO BaMCHTHBIX 3JeKTPoNOB. MHHHMYM MOJHON 3uep-
ri E= —76,012 (—77,39) XOCTHIHYT MpH rc_c2,305(2,281),
rc_11,904(2,002) (3gec» n nanec B cioO6Kax mpHBeaeHDl |
SKCHIEpHM. 2HaueHis 1 BCC Beauuinibl B ar. en.). Moayuen-,
HBle PC3Y/AbTATLl JHWDL HEMHOTHM XYie AauNbIX 6osee TOU- !

vy @



1

HBIX 1t Gonce TPYLOCMKIX pacueron ‘PaccunTaHible 3uepre-!
THU, YpPOBHH OOHAPY:KIiBZIOT TPABIJIbHYIO MOC/Ae10BATEIb-
HOCTb (3a MCKJ!OYCHIeM TOro, YTO YpoBeHb |0y Ha.
0,001 at. ex. miKe ypoBua 1 Og, UTO, MO MHCHIIO aBTOpA,’
OGDBSICHSICTCA HETOYHBLIMII OUGHKAMH HEK-PIX MaJLIX HHTe-'
rpanon). st 3HEprui CHETVIET-TPHIVIETHOrO NEpexoAa Mo-,
ayueno 3unauenue 5,16 38 (5,23 38), a s sHeprun BbICIICH
3ansitoit  opGnrann —0,3064 aT. ed. (3KcmepuM. 3HaueHue,
notenunana nonusauun 0,4193 at. en.). Pesyabtatel pacue-:
Ta CIVIOBBIX MOCTOJHHLIX c3s3eii muoxne. —  B. JleGeaes:
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,___acetylene was performed with 1s, 2s, and 2p C orbitals. The

1

176
[k

25752t Calculation of acetylene molecular structure in the !

two-center approximation.

T Khim. 2(6), 823- 5(1966)(Russ) "M.O.-L.C.A.O. calen. for
“eigenvalues and ecigenfunctions are given. Good agreement was
found between_theoretical and exptl. excitation cnergy. By

~7means of potential energy curves, the force consts. of the C-C and
‘C-H bonds were estd. In the 1st case the thcorctlcal valuej
agrccs with the exptl. one; in the 2nd case the agreement is poor.|

e R. Zahradnik Il

P P T T b i RPN

V....R. Bulychev. Teor. Eksp,{—-
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Catta

« .___-__;(§)l_1_5_12(19§§_)(Eng); cf. CA 66, 15195d.

-

i 70465s Infrared absorption bands of acetylene. James F.|
Scott (Ohio State Univ., Columbus). Univ. Microfilnis (Ann!,

(Gée

'Arbor, Mich.), Order No. 66-10,037, 148 pp.; Diss. Abstr. B 27
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H el l"'9ﬂﬂ,210.ﬂ Bausiie  M30TOMHYECKOro 3aMmcllcHHA BOAO=
poa — AeiiTepHii Ha_WHTCHCHBHOCTH TOJ0C U K-noraoucHHs.
‘Jouve Pierre. Effet de la substitution isotopique hy-

ﬁ aﬁ_ drogéne-deutérium sur I'intensite «des bandes d’absorption

. - infrarouge. «C. r. Acad. sci.», 1966, (€262, Ne 6, 441—443,

(ppanw.) )

C F) H Mamepenbl HHTETP. KO3D. 1(A) VIK-norsiollleHns psAaa B-b
L B razopoil (ase, Jasa MoJaoq HCI; 2887; 5668 cu—! n DGl

C v2091; 4129 au~! nosyuyeHbl 3HAUEHHA A (cstfs-woav): 3200;
=) pL 70 u 1640; 26, 3uaueHns A nmas monoc CoHa:r 729;
S O 3986 ca—' 1 CoDs: 538; 2430 cu~!, suauenus A papubl’
CH C=C D 16200; 6800 i 8300; 3750. Ileppble M3 HiX OTHOCATES K!
3 = ned. KoJ. cpsa3eit CH u CD, a Bropbnle —K DBaJEHTHbIM.
CH @ = @} Viauepenn Taie sHauemisn A A COOTDETCTBYIOUUEK ya-:
o ctor Memmaaueriiena 1 CHy=CD i nJs mepBaIx oGepTo-|

; - 10B 3THX yacToT. Bee 3HauenIist A"y10BJA€TBOPAIOT npapuIam;
HK CyMM: S (AN n=2(A?) D} 3 (A2/2v%) 1 =2 (A2/2V°) .,
~Bemuunnsl A/vZ He 3aBHCAT OT MacC @TOMOB it OMpeAemts-

’ JoTcsi  CTPOGHIIEM  3JCKTPONHBIX ~ 0GOTOuEK MOJIeKYJI. !
1 /a/, — T . __ . _ M Kosuep
\ / ’ :

- ~
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111038 ,_/7 Pﬁ’ /
Collys Cpllps Cply (Te=C jTe=l ) Lak )

nucb'tuu Ke g
Jde C}.le.mof.hyuog 19669 lLLrg Il /9 900-911

. Calculation of the averdage: structure of
cthylenc L : :

PX.,1966, 195159 . = 3§ . .
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ED u 1963 WV 7%

Peters D.
J.Chom. Phys., 1966, 45, N9, 3H74~3475

Ionization energies of some small
molecules

PF,,1967, 6D98 Jiﬁ@;f,iﬁra“ﬁﬁ
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15195d Infrared absorption bands of acetylene. III. Anal-’
_______ysisof the bands at 3 u._ J..F. Scott and K. Narahari Rao (Ohio
UL ¢ = State Univ., Columbus). J. Mol. Specirosc. 20(4), 438-60~
LW AN ﬁ (1966)(Eng); cf. CA 64, 2867f. An interpretation of the rota-
"7 """ tional structure of the absorption spectrum of C;H; occurring at=—=~
about 3 p has been presented. Analysis of 3 previously un-
M’ 1 . * ~ reported II-1I transitions has been made. The evaluation of sev-i -

C; i

eral vibrational consts. of 2C;H and the assignh}cnt of the upper
states of the II-II bands has been discussed, with the inclusion-———

of both anharmonic and vibrational l-type resonance effects.
! . RCKP
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© 9J1243. MK-nosocsl mordowenust auetuaexa. 4, Illa.
Ananuz nosoc npu 3 p. Scott J. F. Rao K. Naraha-!

ri. Infrared absorption “bands. ol acelylene. Part ITa.|

Analysis of the bands at 3u. «J. Molec. Spectrosc.», 1966, !

20, Ne 4, 438—460 (aura.) ;

H3yuena Bpamarenbiast crpykrypa HK-cnexktpa mordo-:
mens aueruaena 2CH, u 2CBCH, B o6nacti 3180—
3360 ca—!. Beinosnen BpallaTeJbHBIl aHagdi3 yeTbipex ne-
pexogo IT—II, Tpn 13 KOTOpHIX GbLIH paHee HEH3BECTHBL |
Paccunrtan psig xoseGatenbHblx kouctat '2CoHp u o6cyx-
naercsi OTHeCeHHEe BepXHHX cocTosiuuit mosoc IT—II ¢ yue-
TOM BJHSIHHST AHFAPMOHHYHOCTH M KoJeGaTeJbHOro  peso-!
nanca [-tnna. ITokasano, uTo XOTs AOMOJHHTEJBHBIT Yuer,
HelHAaroHaJbHLIX 3JI6MEHTOB TaMHJIbTOHHAHA OMOXKET - H3Me-!
HHTb YHCJCIHHbIE 3HAYEHHS X45, Z4s H Iys, NMOJYUEHHLlE KOH-:
_CTAaHTHl onpefesenst ¢ xopournym npu6mikenueM. Ilpisene-!
Ha ¢-s1a s BbIYHCJAEHHs BpallaTeJbHOro yABOEHHs [-THna.
B P- y R-perBax. Bu6m 10. Y. II cm, P)Kdus, 1966,!
1011225, : ' . .____C. Bypeiiko:

Sos991tet dic ,fﬁ 9/

g



Ch, o o - e

9 1240. WK-cnektpet C,H, u CeD,. Richards L.

C 92- Willard. The infrared spectra of C,H, and C,Dz. «J.
L T Chem. Educ.», 1966, 43, Ne.12, 644—647 (aura.) ; l

CraTbsi npeacraB/seT OMHCAlHE CTYAEHUCCKOI paGoTHl,:

TNOCBSIILIEHHO . ONPENeNeHHIO CTPYKTYpbl H CHMMETpPHH MHo-‘

roaToMHoit MoJsekyasl no HK- -CNeKTPy Ha MpHMepe MoJe-|

Kya CoHp 1_CyD,. BuGn. 13. . C. CraHnkeBnu!

P 196799
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n E T I 12
V, Hx 4 B88. jopeTa C MOAOrPEBOM JJs H3yueHHs HHppa- )
I ,Z/, ., KpacubiX modoc noraomennd. webb David U, Rao K.
: Narahari. A heated absorption cell for studying infra-,
QQ red absorption bands. «Appl. Optics», 1966, 5, Ne 9, 1461—
) 1463 (anra.) - i
0 ! ., Onucana xiosera AJMHOIl B 1 At 1Js M3yueHHST CTPYKTY-!
) Uwey pbl nooc norsouwtenust 8 FIK-cnekTpax rasos mpi BBICOKHX
W 7-pax. KioBera nospoJisieT .HCNO/Ib30BATh KAaK'KBapuenble. H.
candnpossie okua, Tak i okna u3 NaCl, KBr, CsBr i zmp..
‘}_q 310 MaTepiasnon, PACTPECKHBAIOWIHXCS B OOBIYHBIX  YCIOBHSX
8 fIpH 3HAUNTENBHBIX H3MEHEHHSX T-pbl VlccnenoBaHbl cnekt-
~ pot CoHp npu 300° u HCJ npu 800° B cnekrpe mnorsome- -
unst Monekyast H¥Cl ripli T-pax mopsaxa 800° o6uapy:keHo.
Gomee 25 paHee He HabaiofaBuXcs JuuHil B nomoce 1—0..
Paccuntan psaa MOJ. KOHCTAHT 3TON MOJEKYJbl. YKasaHo'
Ha MOJe3HOCTh OMHCAHHON KIOBETH B PCIICHHH MHOTHX MPO- !
6/eM MOJI. CMEKTPOCKOMMM. . »___A;_C_.-,Iiygei’mor

e
X 1967 -y ‘ - .4



) )6 B81.  ®0TO3NEKTPOHHbIE CMEKTPH aleTHIEeHa, mHaue- /9”}
(’f{’ - CH ‘lnmcua H ux peiteponponssomusix. Baker C., Tur-
e ‘ner.D. W. Photoelectron spectra of “acetyléite; dracetyle-!
‘ne, and their deutero-derivatives. «Chem. Communss,!

e '1967, Ne 16, 797—799 (aur.1.) :

' Hcenemosanbl CCKTPH  3HeprHH  ()OTOIJEKTPOHOB TpH

woe mmeme emee e~ —.—2p030YKAEHHI NMApOB alleTHJCHA H JHAUCTHJICHA JHHHET H3- _.__..

inyuennst He 584~A™(21;21735) OcoGoe Biliiifaliiie  yae/eHo|

v em e mmmeee - .- KOJICOATEJBHOIN CTPYKTYpE,. KOTOpasi conocTaBjena c Ha-

:6iofaeMoit aas mefireponponssoaubix. Hekoropele ns eé

—— e __37ICMCGHTOB YIOBJICTBOPHTENBHO COIVIACYIOTCS C H3BECTHBIMH

'KosieGanHsIMH COOTBCTCTBYIOLIX MOJIEKYJ, OJXHAKO HalJio-

st m e m—eme—o —ifelBl T OCOGEHHOCTH, HE HaXOASIUIHE NMOKa OoObsCHeHHS C

‘ " TOYKH 3peHis KoJeGaTeJbHbIX YacTOT MOJIeKYJbl HJH HOHa.

- ==~ -—-—-—~[Ipupefcnbl TaGaANUbl HafilCHHEIX 3HAYEHHIT YeTBIDEX _MO-!

TCHUHANOB HOHu3auuu_B unteppane 10—20 96 g Kax-!|

m e eee e 0T T3 TMONEKYA CqHg, CiD2 i Tpex — mas CeHy, C:Dy; a;

N

B i S

.

/5%, 973 P RN LA e
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‘TakiKe (akTophl PparK:
inepexona CaHa, C.D; "

(xonebaTenbuble
i1—0,2—0,3-0). = :

~.

nepexoast 0—0, |-
B. Juatios-Kaoxon

a—Konzona nepsoro shéi{fboiiiiafi\
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7 1125906p Photoelectron spectra of acetylene, diacetylene, and|

‘their deutero-derivatives. C. Baker and D. W: Turner (Imp.|

Coll., Tondon). hent. Commiii. 1967(16);-797-9¢(Eng). By

jusing a 127° clectrostatic velocity analyzer, the 584-A. photo-
{electron spectra-of C:H, and CiHa, as well as of their deutero
'analogs, have been detd. and Tre given for the 10-21 ev. range.

'The observed Franck-Condon factors agree with those caled. byl

iSharp and Rosenstock (CA 62: 1197d) in showing no isotope
‘effect. The observed ionization potentials in ev. are:

‘ , 1st 2nd . 3rd- 4th

', CiHi 11.40 16.44 18.42

i CiDs 11.40 16.54 18.42 |

;G 10,17 12.62 16.61 19.8 !

| CiD: 10.18 12.62 16.77 19.8 ;
' |

il

S. Goldwasser__!
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1883—1889 (anrs.) : .

© KpuTHYCCKH OGCYXMICHbl Pa3/MUNEIC SKCICPHM. AaiHblC)
)

10 564 "Honnsaunus ' auetmaeHa M ero aJeKTpOHHblE!
-aHeprethyeckne yposHu.” Collin"Jacq ues E., Del-!
wiche Jacques. lonization of “acetyleile "and it eleet-!
ronic energy levels. «Canad. J. Chem.», 1967, 45, Ne 16,

(B OCHOBHOM, CaMHX am‘opon), oTHocsAlHecs K npoueccam ——

.HOHH3aUHH B MOJICKYJe aleTiJjeHa, NpoTeKalowHM MpH ee
CTOJIKHOBEHHSAX C 3JIEKTPOHAMH, (bOTOHaMH,’HOHaMH H MeTﬂ';—-

'CcTaGHJBHBIMH aTOMaMH. YKa3aHO, YTO MepBHIT MOTEHUHAal
nonusauun MmoJekyast (11,406 38) orBeuaer amiaGaTiryec- |
{KOMY YyZaaJenuio Hapyxuoro 1 sy-3JeKkTpona. Hpemlouuaa-[‘
“1HA ABAACTCA BaXXHBIM HMCTOYHHKOM HOHOB B, o6gacTaxi
13,25 1 14,5 36, npiueM COOTBETCTBYIOUINE YpOBHIL ONTiYeC: !

1196810




Kl 3ampeluensl H, MO-BHAHMOMY, SIBJSIOTCS pll}lGCpI‘OBblMH(
'YPOBHAIMH C 3JICKTPOHHBIMH ~ KOHQUIYPAUMAMH  Gglyimg*|
M Ogity*ow™®. YPOBHI NPEAHOHH3AWIH CXOASTCS K BTOPO-|
My noTeHUHaJy HOHH3aWHH, KOTOPBIl OTBEYaeT YAaJcHHIO:-
i3 og-anextpona cpasu C—C u pasen npumeprno 16,5 8.
1 : ' E. UlycTtoposny;j

"
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D) \ o S S IR ¥ RN . M I N T e SR B i
{’ H 4 199. Honusauus aleTHJIeHAa M YPOBHH IJIEKTPOHHOH
O A aneprin. Collin Jacques E, Delwiche Jacqu-

: \\'\ es. lonization of acetylene “and ils'“eléctronic energy.

Ve ‘lévels. «Canad. J. Chem.», 1967, 45, Ne16, 1883—1889
_ € i(anrm.) : {
\\‘ [Tpopedenbl 3KCNEPHMENTHl TO 3JCKTPOINOT # (oTOHNOI
\\{ womnaawit auerisena. TIpiusogunmsle B8 paGoTe HOBLIC I JIil--
{TepaTyplible JaHible MO HOHI3AWIOHHEIM MpoueccaM B aue.
THAeHe npi  GOMGApAIPOBKE  3JEKTPOHAMI, HOHAMH, Me:
{TacTaGHJBHBIMII aTOMaMI, a TaKxke (oToHaMu, o6cyskaa
a IOTCSL C YYCTOM 3JICKTPOHHOIl CTPYKTYpHI aleTusiena i HJ
|~ .|ocioBe H3BecTioft CHEKTPOCKOMIY. nngopmamun. Tabyan-
\ pOBaHBl PasJiuHbLIC TEOPCTHY. OUCHKI 3JCKTPOHHEIX - YPOB-
{ -° lwell, a TaxxKe SKCMCPHMEHTAJbHO OMPCHC/CHIbIC MOJONKE-

.g\t\ _{ums suepremiu. yposueit. Hurepnperauwis sxcnepu. Aar-

<t
’“_/-

]
“l1bIx_OGCYIKAACTCS C YYETOM BO3MOMKHOIO_II3MCHCHIS CHM-i

*Tiew ) ’ b




- MCTPIIl KaK BO30YXKHEHHBIX COCTOSIHHIl MOJIEKYJbI, Taxk M
JOCHOBHOTO 1 BO3GYJK/CHIOr0 cocrosuiit nona. Caenan Bb-i
{BOZL O TOM, UTO TNCPBBIiT HOHI3ALIONNDIT NOTEHUHA aleTH-!
.nena npu 11,406 38 coorpercTByer aanabaTid. yaaneuiio|
}cnaGo cpsizannoro | my-anekrtpona.  OOGpa3oBanie HOHOB!
‘mpH 3Heprii Bo3Gyxpmenns oxoso 13,25 u 14,5 38 oCyc-
'JIOB/ICII0 NPCHONIN3ALIONHEIMIL COCTOANHSMI, € NPEATNoJo-;
| JKHTEAbHBIM YUYacTHCM ONTHYECKH 3anpelieHibIX nepexononi
,B TpunJiernoe cocrosune. Ilpeanosnaraercss, 4To TNpCHOHH-
|3alHOMHBIC COCTOSIIS 061aKal0T OgTu g™ Han cgnu‘o.,x-l
\xoudurypawsmit. Jenaercss BLIBOJ O TOM, uTO piaGepros-,
|CKasi Ccepisl MPelOoNI3AIIONNbIX  YPOBHEi iMeeT npeaesoM|
;BTOPOI1 HOHI3ALIONIBIT MOTEHLIAN, KOTOPbIIt cBsI3BIBaCTCA |
‘c ynanemeM 3 Gg-3JekTpona 1t pasen npumepno 16,5 98, |
’ t
s i

e A._A._Mensunckuit
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?\ j) 3 B29. - TeopernueckHii aHaau3 3deKToB TrHAPOreHH3a-:. '

" ‘tuu B yrJaesopopoaax. Toulbie caMOCOTJIACOBAHHBIC MO-poa-;
‘noppie dyukuun - gas C,H,, CoHy m CoHp Buenker:
Robert J, Peyerimmnof igrid D., Whitfemn!
Jerry L. Theoretical analysis of “the elfécts of hydro-
genation in hydrocarbons: accurate SCF MO wavefunc-;
tions for CoHa, CoH:, and CoHe. «J. Chem. Phys.», 1967,

46, Ne 6, 2029—2039 (anrJ:)’ . :

Ha ocHoBe pacueToB psiia MOJEKYJ 3TCH—3THJICH—alle-
THJEH METOAOM CaMOCOIJaCOBaHHOrO TnoJas 06Cyaaercs !
'CXOJCTBO MCMIY 3THM PSAOM Il 1303JICKTPOHHBIM CMY pa-|
qoM Fo—QO,—N.. B mnepsom psaay B KauecTbe HY.1CBOro!
yieHa paccMoTpena Takxe Mosekyna Ce. Pacuer npous-
Belen ¢ (HKCHPOBAHHBIMII 1 BapbHPYeMbIMH GasiCHBIMIT
1aGopaMH, _TOCTPOCHHBIMH - I3 JICMICCTKOBBIX _rayCCOBBIX :

o 8 f—_ '




[

dynkuuir. B yr.nenonopouuom ‘pany chymneua KOppC.’m-. :
UHST H3MeHeHH{l OpGHTANbHBIX  3HEPrHil € H3MeHeHHsIMis
aann csizeit C—C, otnocHTesbHbiM yuacTiem AO Boaopo- -
aa B MO yr/eBojopoioB H C HCCBSA3BIBAIOLIM B3aHMO-;
neficTBHEM, BO3HHKAIOLIHM H3-32 OTTATHBAHHS 3JIEKTPONOB’
or atoMoB BoAopoxa: Ha ocnoBe mosyuyeHHBIX pe3yJsbTa-
TOB HHTEPNPETHPOBAHBl H3MEHEHIs B MHHHUMAJbHBIX HOHI-,
'3aLHONNBIX _TNOTeHIHAIaX B _YIJIEBONOPOAHOM PAly Il €O-
oriiomelilimﬂm%mheumm cpsizeit !
'B_oGouX psAax. B. JI. JleGenes;
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c i l)ll B187. Mudbpakpacublii ChekTp HCUycCKamms aueth-
u dena. Etchart Héléne, Delaval Yves, Lecom-
& f te Jean. Spectre “d'émissioriinfraroiige™"de "I'acétyléne.!
: ' CUF TAcad. Tsci», 1967, 265, Ne 22, B 1238—B 1243

" (¢dpanu.) . e 5

i C 1Ccrnosb3oBalHeM CMeKTporpada ¢ AHQPAKUHOHHON pes
| ‘meTKoil BEICOKOro paspeuctnst B oGnacti 4000—4160 (:.u“'l f
S ot oo ape T-pax 20, 320 u 450°'C mnccaenosanbl HMK-cnekTper
-ufnyckauns auetiieHa. [ToaTvepxaeHO OTHECEHHE MOJOCHL

- 4091, 20ca~! kikoMEHHALIH v1+vé 1 nonockt 4068,57 ex™1—1L
K v1+2vg—vé; aast mosockl 4077,13 cau~l mpeasozeniol
i oTHecenne Vy+Va-vi—ve n ana 4082,20 cul—wy !

i g PR ;"’"‘? -i—m-{-vé—v}. Unrepnperaunss  muxos  4075,48  miT
| 1 14062,35 cu~! ocraercs mesicHoil, . B. Paccaann; |

¥ RS S SRS, SEREUE g it
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Cb w.b .\ 6]1409. HK-cnektp ucnycxau/uu,auenmeua. Etch a Ll

1 ¥1clene Dé&Taval Yves, Lecomte Jean. SpectreL
o e d emigSion” mfrarouge de Tacétyléne. «C.r. Acad. sci. i T gk

1967, 265, Ne 22, B11238—B 1243 (¢ppanu.) \
R e . (o7 o “_' C nowmouibio pacrpasoro cnexrporpada JKupapa ¢ cc-f_ 7
JCKTHBHON MOAyJasauHeil I € OXJaXKAACMBIM MPHEMHHXOM |
~ iPbS noayuenst MK-cnekrper (4160—4000 cs—!) noraoute- [
a‘l- ma npu 20 1t 320°C 1t nenyckaninst auernaena npn 495° C
T ATC AN ~|TTpiBeacua MHTCPIpPETALHsI MOJYYEHHEIX PE3YbTATOB. Ho- el
W JozienHe HanboJee HHTEHCHBHBIX MAaKCHMYMOB OCTaeTcs |

“M i " HCII3MCHHBIM, YTO CBHJAGTENLCTBYET OO OTCYTCTBHH ®i3MeHe-! =~
: Il B CTPYKType MoJekyssl. OTMeucHo mosiichiie _«ropsi-
T TTTTTTTTTTTTTTluypx noaoc» B ocneKTpax MOrMTOLIeHHs uA'ucnycxamm npu’

yBEJIYCHII  TeMnepartypsl. s swls Be.rroaepon'_ S

/068"‘3"2""_‘f'_"f O =




R - /9 ¥
y * 34382v Infrared emission spectrum of acetylene. Helenei

Etchart, Yves Delaval, and Jean Lecomte (Fac. Sci., Paris).|

C. R Acad. St Paris, Ser. A,B 265B(22), 1238-43(1967)(Fr).

U K' d .The emission spectrum of C,H: heated to several hundred degrecs

Cn -was obtained with a Girard grating spectrograph. This spec-

- 'trum was compared with the heated or unheated absorption

'spectrum. The low energy of the emission of gas heated to sev-

‘eral hundred degrees made evaluation difficult. A cooled PbS| -

‘cell, with the Girard spectrograph, gave a resoln. power of

e approx. 30,000. Absorption measurements were made at room

i + temp. and 320°, emission at 495°. Hot bands appeared or were

‘reinforced at 4000-4160 cm.™? Spectra with highly detailed;

fine structure were obtained, although interference was caused!

by parasite lines from the H.O vapor emission. GRJF_

. ’. .
7(;,7,;7../95/3., p_g[
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CL H 2 ""07711j. Ionization of acetylene and its electronic energy levels.
: _1Jazques E. Collin and Jacques Delwiche (Univ. Liege, Belg.).
“Can. J. Chen. 45716), 1883-9(1967)(Eng). The ionization

iprocesses in C;Hz under photon, electron, ion, and metastable

‘atom impact, including new results, are crit. discussed in relation

K d ‘with the electronic structure of C;H; and with the known spec-
troscopic information.” The first jonization potential at 11.409

ev. corresponds to a 1 my electron removal and Franck-Condon

'processes yield an adiabatic jonization potential in this particular

case. The new production of ions around 13.25 ev. and 14.5-}

.15 ev. is due to pre-ionized states probably optically forbidden.

From the discussion it is susggested that these might be excited

linear ggmy'mg® OF agmuloy® states. The second ionization potential

of C;H,, related to the removal of a 30 electron, is shown to be

‘around 16.5 ev. 32 references. ___._RCCM

I
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N/3B72. Hosmii meton pacuera KoaeGammit Mojexya.
[Tanuenko IO H,KontesI.C,TateBckuiiB. M.
«Becti. Mock.! yn~'ra " Xumiisy, 1967, “Ne* 4, '106=108""

Parnee npeasioKeHHBIM METOLOM (P}KXHM 1967, 225120)‘

13 OaHHbBIX 06 OCHOBHBIX I HYJIEBBIX HacTOTax KoseGatliE:
CoH. ompenesnens! cijoBble MocTosiHHble auetHaena. [ocaen--
HHe HCMoJab30BaHbl ‘Aas pacueta dactor C.D; u C,HD, Pe-
3y/IbTaThl BBIYHC/EHHT XOPOIUIO COFTACYOTCS € SKcnepHMeH-'
JaNbHBIMI . TaHHBIMH. B. Aunekcansin:

{’L(" e

x- 19683

Q1@ 'i','

(97



) 1 J1143. "Hobwii Mcrod pacueta  KoJseGammii MOJCKYJ.
Mauuenkol0. H,KontepT.C, TarescxuiB. M
«Becrii. Mock. yi-ta. Xitmits», 1967, Ne 4, [06—108 [
- Paccynraunl ocHOBHAEIC 1 UVICHWIC-UACTQTLL. xonesaamfg
sosickyst CoHa, CoDy, C;HD ¢ Matpuueit notent. sueprius U,
moJTyucioll  MaTeMaTHITeRIr TOuHO H3 dabopa IKCIepHM.
actor. Haitcnibie 4acToTsl XOPOLIO COTJIAcyloTes € 1a6aio-
JAaeMbIMH JAJI5 aleTH/IeHa I cro H30TOMHO03aMelleHIibIX. '
: _A. ®punvan

.1968 /D oy | i
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§ 1108.° 3Sxcupanentuvie opoutamu ans Cotl, CoH, ui
CH;. Trinajstic N. Equivalent orbitals of "CoHy, i
C;H,, and'C;Hg. <Z. phys. Chem». 1967, 236, Ne 5—6,
369—371 (anra.) . . L

Iast CoHa, CoHe 1 CoHg myTeM  MakcinMizauin caeaa|
MaTpHUBl MEPCKPBIBANIS 3KDBUB. opGiraneit ¢ ls-aToMubIMITL___
(-IHAMI BOAOPOAA C YUCTOM TOJILKO OJMIOUCHTPOBLIX HI-,
TCFPAJIOB . IPI  TOCTPOCIHH MAaTPHIbl MCPCKPLIBAHIS nocr-i___
pocibl 3KBIB. OPGHTAMI Il KPATKO OGCYZAKALHBL X cBofiCT- |
Ba. B. JL JleGenes!
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S 8 11243.  MosekyaspHasi ()OTO3NEKTPONHAS ~ CNEKTPOCKO-;

___'L__z_ “hus Buicokoro paspewenns. 111 Anetnaenst o a3a-aueTHae-|
|
|

N
=

sibl. Baker C., Turner D. W. High resolution molecu-

lar photoclectron spectroscopy. IIL. Acetylenes and aza-___|

: - acetylenes. «Proc. Roy. Soc.», 1968, A 308, Ne 1492, 19—,
+ 37 (anra.)

HMayuenbt (HOTOINCKTPONHLIC CMCKTPLI (8—21 g8) BBICOKO-|
to paspewennsi (~0,01 38), Bo3Gyxacuibc reJHEBbLIM 13—
;. ayuennen ¢ A=>584 A, umeiinblX HenachlLCHIBIX aueriie- |
HOB: CQH?, CzDz, Cd‘lz, C4D2, CH;Czl‘I, CHs—-—(CEC)s—__T
*_CHyrn3a~auerdeos: HCN, DCN, GgHN, CiNpuColNo. i -
- TIpupeacnbl TOJyUuenibie 3HAuCHHs HONH3AUHOHNDIX noteH-+ |
unanos (MIT) paccMOTpeniBIX MOJICKYJI. IMomnxenue nep-‘i
— : soro_WI1 B psiny_auerien (11,40 38), anauernen (10,17 38), .

o ()

f

P 6987

M
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TpHauernien (9,67, 38) o6bsicueno BIHSHIEM COMPSIKCIIS,
Menvwasn seanynna UIT Merunaueriiena (10,37 38) no
CPABHENIIO € AUCTILICHOM OTHECEHA K NEPEKPLIBANMIO NCeB-
JO-7T-0pGHTANN METHABNON TPYNMIEl C T-0pOHTANBIO MEKAY
ABYMs1 aToMaMit yriepoga. Pacemorpena poss HHIYKTHBHO-
. T0 3¢ dekTa B n3Meneuuax anavennii MI7. Odcy2xacna Kone-
GareJblias CTpyKTypa psia mosoc; NpHBCAEHBI YaCTOTHI KO-
-ieGannit n ux oriecenne. Ioctpoena KoppessiHonHas ai-
+ arpaMMa 3JCKTPOHHBIX YPOBHeii 3HCPIHH  HCCACHAOBAHIIBIX
cicreM. Bu6a. 33. v ' - C. @. B.
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24099k WHigh-resolution molecutar photoelectron “spectros-.
copy. . Acetylenes and aza-acetylenes. _Baker,..Clive;:

___furner, David W. (Phys. Chem. Lab., Oxford, Engl.). Proc.
Roy. Soc. Ser.” A 1968, 308(1492), 19-37 (Eng). The 584-A. :
(21.22-ev.) photoelectron spectra of the following linear unsatd.'

~mols. are reported: acetylene, DC:CD, HCN, DCN;, diacetylene,
DC:CC:CD, cyanoacetylene,” cyanogen, 'ﬂﬁ‘yanqacetylene,n

— methylacetylene; and dimethyltriacetylene.  The ionization po-—
tentials of the mols. and the vibrational fine structure observed;

—in_manyof the bands are discussed. -~ RCPP r——
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(09577} Geometries and charge ‘distributions of ~organic|
ligamas 1. Metal-carbon = bonding and the geometry of!
_____acetylene._ Blizzard, A. C.; Santry, D. P. (McMaster Univ., :

~ Hamilton ~Ont). J- Amer: Chen. Soc. 1968, 90(21), 5749-54
L (Eng). The geometrical effects of metal-C = bonding on com-
plexed C,H; have been investigated by using a model based
largely on C;H; intramol. interactions. The calens. showed that|
the accumulation of electron d. in the =, orbital through = bond-!
‘ing could lead to either a cis or a trans bent structure, whereas!
—_— -only cis bent structures are observed exptl. It was possible to;

/ explain this fact in terms of an argument based solely on the sym-;
metry of the metal-C;H: interaction. A’ similar argument:
‘showed that the same forces were also opposed to the cis bend-|
BB e O ‘ing of the H atoms toward the metal but had little effect on cis:
blending away from themetal. ‘_«,_ﬂRC_TC,__I
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. 22072b Quantum mechanical two-center models for acety-|
lene, ethylene, and ethane. Hartmann, Hermann; Helfrich, !
_Klaus (Univ. Frankfurt/Main, * Frankfurt/M., Ger.).” Theor.]
“YChini" Acta 1968, 10(5), 406-22 (Ger). Diat. orbitals (H-like:
functions) were used as M.O. to form a 10-row Heisenberg-i—
Slater-determinant for the valence electrons of C;H: and a 14-row,
determinant for the valence electrons of C.Hs. By optimizing the——
effective nuclear charge Z,, points of the energy surfaces for a'
rectangular grid were caled. from the determinantal approxns.:
for the 2 mols. The ground state of C;H was similarly treated asa
.mixt. of two symmetry-adapted linear combinations of 12-row.
determinants. The restlting eigenvalue problem gave an,
‘approxn. for height and shape of the barrier of internal rotation!

e

{vaud. for the twisting frequency of CoHe. RCTC
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69388~ Franck-Condon factors for the 1omzatxon of acetylene.] -
Petropouloq Basile; Botter, Rene (L.R.P., Fac. Sci.; Paris, Fr.).!
—  C7R.'Acad. Sci., Parts, Ser. 4,B 1968, 26613(14), 933-6 (Fr)..
The probab:hty of transition by ionization, the transition mo-|
ment, intensity of absorption band, and Frank Condon factors
q(»"’, ¥') were derived by the method described by B. Petro-’
poulos, et al. (1967), and modified for the ionization of C,H,——

', XZ2,7) — C~Ha+(v1 f Iry). Centroids (r) and (r?) were also
caled. Factors ¥’/ and »’ are tabulated for integral values 0—14—————

and 0-3, resp. Caled. transition probabilities, Pm(v ’ 0) agree!
well mth exptl. values. R FBJF
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8 IL107.

Muoxutenn @panka—Komugona naas mnepexo-

nos B CoHp, mpuBoaswuX K ‘aucconuauun. Pétropous:
los Basile, Botter René. Facteurs de Franck-Con-|
don pour lionisation de C,H,.” «C. r. Acad. sci.», 1968,

266, Ne 14, B933—B936 (¢ppanu.) ‘
BhiulcACHE 1 TPHBOAsTCS B Tabanuax MHOMKHTE!

—_CoHa(v(",

I

q)pa‘nKa—I(O'HL’IOvHa 1 r-1eHnTpoiabl P O 62 ¢ rnoJoc :
izq—)_>C2H2+ (v1, I.), v1"=0,1.2: . 5 145___

v,/=0,1,2,3. Pacuer npopefcil MCTOLOM, NMoA00HBIM TPI-|

senspmemycst B paGore (PYKdus, 1968, 1J1263). Pesyap-i
‘TaThl_0GCY#AIOTCA. : _B

B. A. Mopo3os|
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) 19 579. BpawarteasHbie nocTosinble auethaena. Scott:
ames F.- Rotational constants of acetylene. «J. Opt.——
1Soc. Afiier>, 1968, 58, Ne 1, 142—143 (anra.) :
Hcenenopan  KosmeGaTeblio-BpallaTeabiblil CNEKTP  aue-——
unena b oGaacti 11 000—16 000 cs—!. Onpefenensl anave-,
1151 BPALLATE/bHOIl MOCTOSIHHON By M NMOCTOAHHON LEHTPO-——
Gesknoro pactsukenist Dy Ans 8 BICOKHX BO3CYHICHHBIX |
KoneGaTeabubix coctosimiil. Haitmennble 3suauenns By, co-——
NOCTABJEHE! ¢ HX 3HAUCHISMH, BLIYHCJCHHBIMH TPH TIOMOLIH .
JAHHBIX TIO G-MOCTOSIHHBIM, NMOJYYEHIBIX H3 anajH3a mosoc——
ke 8500 ca~!, M MOKA3amo, YTO YT Jillub BpallaTeb-|

s l1*]01'0 l-pesouanca NPHBOAHT K YAOBJICTBOPHTC/IBHOMY COIJIa- ——

CHIO MEKAY OMBITHHIMH M BBIUHCJICHHBIMH 3HAUCHHSIMH By
; Lo M. P. Amiep——




Cﬁ, [46 "JJS 11276.  Bpawartenbhbie mocTosHuble aueTiaena. Scott
Tames F, Rotational constants of acetylene. «J. Opt. Soc:*

“Amer.», 1968, 58, Ne 1, 142—143 (aura.) ;
C uenblo onpefenenia ppamateabiblx mocrosunbix CoHa .
liccaenoBan (potorpadu. cnexkTp rasooGpasmoro—€xtiz B00- |

aaeti 11 000—16000 ca=! npn T4pe ~300°K B nureppane,

~aasaenuit ot 100 . pr. cT. 101 aTa B caoe 40 4 [Tony- |

7 ~ ,ueHublc 3Hauculsi B cpaBHeHBl C PACCUHTAMHBIMIL HA OCHOBA-
e
hoed,

“nun m3mepenitit B o6nactit <8500 cu~!; copnanenye H3Me-
, PCHHBIX H PACCUHTAHHBIX 3HaueHHil N03BOJASCT CAEIATb BHI-
'Box, uTo 3uauels Kosd. o, onpedeasemsie 13, UK-cnekt- |
POB, MAlOT MpaBHJbiible 3HaUCHHsS BPAIIATCJALHBIX NOCTOSIN- !
ublx B o6macta 11 000—16000 cu—!. O6cyxnaloTcst HexKo-
Topie AeTami omiccemns p cnektpax. Buda. 11. 3. B. B.

! e
D. 19714

/964



1968

- 2328611, Rotational constants of acetylene. Scott, James F.

(Ohio State Univ., Columbus). J. Opt. Soc. Anicr=1968;758(1),

>

'142-3 (Eng). The equation B(v) = By — Ziaiw; — i =<
'J vij viv; gave an extremely good fit to IIC: CH rotational consts.
of even the most excited vibrational states when: vij terms were!

neglected; the a; were detd. from ir bands, 11,000-16,000 cm. ~%;i

__and resonance effects reported by Lafferty and Thibault, Scott:
~ " and Rao were included. . ... FBIN
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9 J1189.  HayyeHHe TpPHMNETHHIX COCTOSIHHIT auETHIEHA' )
C ‘[6 'METOIOM 3/EKTPOHHOro yjaapa. TrajmarS, Rice. J.‘K.,‘:Q\
~ WeiP.S. P, Kuppermann A Triplet states of ace- '\
& & tylenc by clectron inipactaCligm. Phys. Letters», 1968,
1, Ne 13, 703—705 (anra.) to
Metoaom aneKTpoNHOrO *yaapa (¢ MaabIMH SHEpHSMH|
HaJIeTaIOWIIX 3JCKTPOHOB) HCCACAYETCST MOJEKyJa auerTH-!
‘eHa. OOHapy:keHb! ABa HH3KOJeKallMX TPHIJETHBIX CO-!
-crosiunst mpu 5,2 n 6,1 38, Hzaentuuxaums coctostHuiti
OcHOBaHa Ha MpaBHJaX, BLIBEXEHHBIX H3 3aBHCHMOCTH OT!
‘SHEprii M YrJIoBoil 3apicHMOCTH Auddep. ceuennit pac-;
CEAHHST 5T M3BeCTHRIX 10 CHHTJICT-CHHMVCTHBIX 1 9 TpH-:
TIeT-CHHIIETHBIX nepexofoB B He, Hy, N, u CO. Harno|
_o0Gbsiclene, moueMy 3TH TPHIETHl He GbLIH o6HapysKeHBI ,/
B onTHy. cnekrtpe norJowekus. [Ipeackasano, uto npu Ku-|
HCTHY. SHEPIUAX NAAIOUUIX 3JEKTPONOB, MNPEBHILAIOLIX

L e AR
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5/_1‘13%

PENS YR
——ltOti=v—te |

|
100 38, mepexoabl B OTKPbITbIE TPHIIETHLIE COCTOSHUS

' AOMKHBI_ocaabenathb.

E. A. Thwennunos;
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V%L—lard A‘1a1n~ 76/)0‘% o ‘7 97) :
Electronic sfructurn 01 lithiumacetylene

"J.Chem. Phys 9"8 lLB N 5:9012-?016

| /W _ (anra.) B
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@ ! = I *Fermi resonance in the infrared spectra of acetylenie ——

in solutions. Borgest, V. A.; Kolomiitsova, T. D. (USSR). |
; —— Opt. Spckirosk:1909,27(2), 24T=3 TRUSs). Thc ir spectra of
C:H:, C:HD, and C,D: solns. in lig. N (77°K.) and O (90- !
—i—-%,— ‘ — 120°K.), the splitting of the 3300-cm.~! absorption band as well :

" .as the ratio of integral intensitics of the corresponding doublets :

—— have been measured. A considerable increase of the half-width ——
(O vl of the doublets-with increasing temp. was observed. The dif-
+ ——ferences in the spectra of acetylene solns. in the 3300-cm.=! range ——
.are explained by various conditions for the Fermi resonance be- ;
——tween the levels » and v2 + vy + v;. V. Vesely

’.‘:
Xl
—

(

C g7 |7 W~




Cz/H Y 16 B122. Mpuuunn  ®panxa — KoHpoua u uou'ulsauuu,:{g6y
2. Auetnaena aaekTponunim yaapom.  Brion. C..E. Thei
Franck—Condon principle and the ionization of acetylene’
—by eclectron impact. «Chem. Phys. Letters», 11969, 3, Ne 1,;
9—1l (anra.) |
i IMonyuena kpusas 3QGexTHBHOCTH HOHH3AUHN aUeTHJe-:
{iy) na Molo3uEpPreTHY. 3EKTPOMHBIM TIYUKOM, OTHIBTPOBAH-
HblM B 127-rpajdycHoM 3/eKTpOCTaTHY. .aHaJH3aTope, pasie-
ASIOLLEM 3JEKTPOHbI 10 3HEeprusM. AnaJi3 3;71eMeHTOB CTPYK-
— TypLl KpuBOii BOI3I MOPOroBbLX 3HayeHuil aHepruit oGua-~—
PYZKI H3BeCTHble KoseOareJbHble YPOBIH 1HOlA CoHot.,
— | —Cpasuemne moayyenublx 3uauennii auepriH KoneGaTeABHBIX T
'poBHelt € AaHHBIMII (DOTO3JEKTPOHHOIN CNEKTPOCKOTMILI H
— | —oronouH3aUNK YKa3bIBAET Ha Mapyllenune mpuuuima Gpan-;

«a — Koigona mpi HOMH3AWMH 3JeKTpoHubiM myukoM. ITox-|

—— | TBepXJaeTcsi BO3MOKHOCTb O6Pa30BaHHA = NEPeXOMHOro ™
KOMIJIGKCa MEXAY MOJMeKVIOi H 6oMGapAHPYIOIHM JMEKT- !

— poioM_co_spemeney Kim ~10-13 cexywn. M. Typxia—

1, o o e R

N




T

. 100152, MNpunuun dpanka—Konpona u  Houmzauus
aueTHJeHa 3JekTPOHHbIM yaapom. Brion C. E. The
Franck—Condon principle and the ionizafion ol acctylenc.

9—I11 (anrn.) :

IMonyyena kpuBast 3(GbeKTHBHOCTH WMOHH3AUMI aleTHIeHa
MOIIO3NCPICTHY, NMYUYKOM 3JCKTPOHOB, OT(GIALTPOBANHEIM B
127° snekTpoCTaTHY. ananN3aTope, PasfeJsIOUICM 3JeKTpo-
;) Hbl MO dueprusM. Alanu3 CTPYKTYpHl KPHBOIl BOAH3H NOPO-
Z__TOBBIX 3HAYCHHIT 3HEPriy OOHAPYKIJ H3BECTHHIE Koae(a-

—__ 3HCPrHH KoJeGaTeNbHbIX YPOBHeil ¢ AauHBIMH  (OTO3IeK:
TPOHHOIT CNMEKTPOCKONNH H (POTOHOHH3AUHI YKa3blBaeT Ha
—__unapymenue npunuina Ppanka—Kongona npu  monusawmn
3JICKTPOHHBIM MYYKOM. YKa3bIBaeTCst Ha BO3MOXKHOCTL o6pa-’

0!

by electron impact. «Chem.. Phys. Letters», 1969, 3, Ne 1,’

_Teabnble yposHi CpHot. CpaBhenue moayuennblx snauenmii’ -

30BaHHs TCPEXOAHOr0 KOMIJIEKCa MeXKAy .\IO.‘ICKyJIOl"( .

GoMOapIHPYIOUHM  3JCKTPOHOM CO  BpeMeHeM  JKH3HH
— 1071 cex. . !

% /Qﬁéf. 70% ’
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- 1969

C L(/ '\%I_OMave mechanical absolute calculations on acetylene
L 9 and simple halogen-substituted acetylenes. Haase, Joachim;
d« Janoschek, R.: Preuss, Heinzwer_r'xgr; iercksen, G. niv.

Karlsruhe, Karlsruhe,” Ger.). ~ J-"Mol.~Slricl 1969, 3(1-2),!
165-9 (Ger). The total energies, ionization energies, steady.
—— state bond distances, and force consts. of C;H,;, C,HF, and
C:HCI are caled. by using the self consistent M.O.L.C. (L.C.-——

A -~ GHClar f consi )

Y . -(gaussian)O.) method. The ionization energies are 10.7.

— ___UW__,i (11.4), 10.34, and 8.8 ev. for C:H,, C,HF, and C:HCI, resp.—
for C;H; on the basis of the caled. force consts. The slightly —
lower interat. distances of the substituted derivs. are probably a'

C ’-“f-—h?v result of the at. vols. of the halogens. The charge d. of the H-——

The asymmetric and symmetric vibrational frequencies are caled.

CH- 196970 1 - | R

! atom decreases with decreasing eclectronegativity of the sub-.

_— stituents at the other C atom (H, F, Cl). The at. distances de- ____
viate by <19, from the mecasured values. Ionization occurs at .

the triple bond._ - ... . . BVJG ___




' 1969
it IJM&@M 2.5

| :y}’xcaz’ W/ ~
gw,m'% | V. Figs, 1967,
' w v 5, 1957 |
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) 21 562. AHrapMoHHuecKHe CH/IOBble ~MOCTOsHHblE alle-
tunena, KyGuueckue u KBapTHunble cHoBbie  MOCTOSHHBIE
aueTnaeHa; pacyer ¢ oGuHM KBAPTHYHBIM CHAOBbLIM MOJCM———
H 3MnupHueckas mNoTeHuHaabHas ¢OyHKuua. Suzuki I.

— Overend John. Anharmonic force constamsof—acety-—
lene, Cubic and quartic force constants of acetylene; cal-
—culations with a general quartic force field and an empi-—"
rical anharmonic potential function. «Spectrochim. acta»,
— 1969, A 25, Ne 5, 977—987 (aura.) e

M3 JuT. HaHHBIX MO FapMOHHY. 4acToTaM ®n° mocrosi-

BIM aHTAPMOHHYHOCTH Xmn M TIOCTOSIHHBIM KoseGaTeabHo-—"
BpaulaTeJbHOro B3aHMoJelicTBH &n Monekysn CoHa, C,HD:
n_CoD, BbIUMCACHBI [KBApTHY. KyOHU. H KBapTHUNKE GHA0- —
Bble KO3(. MOAHGHLUHPOBAHHOTO BaJEHTHOrO CHJOBOTO MO-
as monekyasl CoHp. [MoTenumanbuas QynkuHsi BbipaxeHa —

’

o &—————




yepe3 BHYTPEHHHE KOOPAHHATHI, a NepexoX K HOPMaJbHbIM
KOOpPAHHATaM OCYLIECTBJIEH HeJHHeiiHbIM nmpeoGpa3oBanHeM.
[Toka3sano, uro ans onpefenenHss HanGojee obLiero Keap- - -
THYHOrO CHJIOBOro moast ¢ 43 KO3(. 3KCNEepHM. JaHHBIX lie-

aqQcratouno. [Tpeanoxkeno  MoamgHIHpOBaHHOE MoJde C
19 napamerpamu,.B K-pOM [Js1 ONMHCAHHS aHrapMOHHYHOCTH ;
BaNCHTHbIX CBfA3eil BBOAATCH (yHKuHH Mop3a H yyHTbiBa- :
eTCsl pPsil aHrapMOHHY. YJIEHOB, COOTB-UIHX B3aHMOAECHCTBHIO '
BaJICHTHLIX CBfi3el C yrJaMy H YrJoB MexAay coGoit. Haii- !
JleHHblIt HaGop CHJOBBIX KO03(}. A/ 3TOro nojs yAOBJETBO-
PHTENbHO BOCNPOH3BOMHT IKCMEPHM. AaHHbE MO ®A% Xmn

WM oan. M. P. Anues

v



G, Ky,

4 11 J165. AurapMoHHuecKHe CHJIOBbLIC NOCTOSIHHBIE alle-

-runena. KyGuuyeckue cHaOBble NMOCTOSIHHLIC M NOCTOSIHHbIE

0 4eTBEpPTOTO MOPSIAKA AUETHJEHA; pacter ¢ 061HUM CHIOBBIM
A i01eM, YUHTBHIBAIOMHM YJEHb HETBEPTOTO nopaAKa W IMMH-
pHuecKas .aHrapMoHH4ECKas noTeHuuadbHas (QYHKUHA. SU -

}200?/7 zuki L, Overend John. Anharmonic force constants
- gracelylene. Cubic and quartic force constants of acetyle-

ne; calculations with a general quartic force field and an

.empirical anharmonic potential function. «Spectrochim. ac-

fa», 1969, A 25, Ne 5, 977—987 (aura.) ; ;

®
B-SPEG /0

1969



M3 anTepaTypHBIX AaHHBIX O TapPMOHHY. 4AaCTOTaX @n° Mo-
CTOSIHHBIX AHFAPMOHHYHOCTH Xmn H TMOCTOSHHBIX  KoOse6a-
TEJLHO-BPALLATEIBHOTO  B3aHMOJCHCTBHSA ~ Gn  MOJICKYJ
C.H,, C-HD a1 C:D, Bohuncaens! cijoshle Ko3d. moauduun-
POBAHHOTO BaJCHTHOrO ciaoBoro noas moaekyast  CeH, 8
Pa3J10XKCHHH NoTeluHata 40 4-r0 MOPSAKA BKMOTMTCABIO.
[MoTenu. ¢-uusi BbIpazeHa uepe3 BHyTpEHHHE KOOPAHHATDLI,
a mepexol K HOPM. KOOPAHHATAM OCYLIECTBJEH HEJNHeit-
HBIM npeoGpasosannem. Tloxasano, uto At onpeaescHust
nangosee obuiero (Y4HTBHIBAIOUIENO YJICHBI UETBEPTOrO MOPSA-
Ka) cia0Boro moJs ¢ 43 Ko3¢. sKcnepHM. JaHHBIX HCAOCTA-
Touno. Ilpexaoxeno Momuduuuposanuoe noxe ¢ 19 napa-
MeTpaMit, B KOTOPOM JJsl OMHCAHHST QHTapMOHHYHOCTH Ba-
JIeHTHBIX ¢Bsideit BBoaATCs ‘(-unit Mop3e H yUHTHIBACTCS P
AHTAPMONHY, UICHOB, COOTBETCTBYIOLHX B3aHMOJRIICTBHIO Ba-i
JeHTHBIX CBSI3eil € yraaMm H YLIOB Mexay coGoit. Haiizen-!
1Bl 1a6op CHJIOBBIX KO03(. [T 3TOro TOJs YAOBJETBOPH-
TeJbHO BOCMPOH3BOAHT SKCMEPHM. AaHHBIE MO ©nY Xmn'
N Ln._ __ M. P. Annes’




1969

\

““8102w; Anharmonic force constants of acetylene. Cubic and; ™
quartic force constants of acetylene; calculations with a general!
quartic force field and an empirical anharmonic potential func-——
tion. . Suzuki, Isao; Qverend, John (Univ. of Minnesota, Min-|
neapolis, Minn.). - Spectrockim. Acta, Part A 1969, 25(5),——
977-87 (Eng). Literature values of the vibrational frequencies’
and rotational consts. of C;Hy, C;HD, and C;D; have been used_
to det. the anharmonic forceconsts. The most general quartic!
valence potential function has been investigated although there
are presently insufficient data to fix all the force consts. uniquely. -
An ‘empirical 19-parameter anharmonic potential function is!
described which fits the exptl. data as well as the 40-parameter —
general force field. Internally self-consistent sets of x., and|
w, are_given. : _RCSQ  —
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[0 A Y- ey

come amemee =N (G055 ab initio SCF and CI [configuration interaction] calcu-/
"ations of linear and bent acetylene. Kammer, Wolf E. (Inst.
--mee ~=——=—{Theor. Phys., Giessen, Ger.). Chem. “Phys. Lett: 1970, 605, T
529-32 (Eng). Ab initio SCF MO and CI calens. on CoHs in; | ¥
-m- linear and bent conformations indicate that most of the low-—"""""
' . lying electronically excited states of C.H, have stable cis and!

woome———— trans isomers. Calcd. —_—

3 U

= : transition energics are discussed in rela-:
M—tion to obsd. optical absorption bands and electronic excitation}
b ’ - FBJN .

energies. .

o e e————
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i . > 2 2
(H = | X-#469 1930
4 5B6I. ‘Heomnupuueckuit pacuer niEIHON W THEMIHeT< —
“Hoit KonpopMauHii aueTHICHa MCTOLOM CCIl u KB. Kam -
merWolfi Ekkehard, Ab initio SCF and CI calcula--——
tions of linear and Dent acetylene. «Chem. Phys. Lett,|
_1970, 6, Ne 5, 529—532 (aura.) 7 - " =
——— .~ __  C ucnonn3zoBanucM Gasnca u3 60 rayccosbix GYHKUHIL, ;

~ |, +CrpynnHpOBAHHLIX .D 24 aGopa, PacCUMTaHbl OCHOBHOC H
/ /-_:noséymnenuoe COCTOSIHIS JIHeiinoil 1 HednHeiiHoit Kondop-

S | ==
i
i

TR "MalUt MOJEKYJB! aueTiienia. PacCYHTaHHbIC — CMCKTPbL no- |
L .

AT s B>, | —riouwlcHA HAXOAATCH B XOpOLLEM COOTBeTCTBHH C 3Kcme- |

; - ,.DHM. JaHHBIMIL TIO. 3JCKTPOHHOMY _YAapy. U3 _pesiome |

L e R ——




Roy ot ——@@*Mass-spec&om&m studies of mono- and ~dihaio=
‘acety s. Kloster-Jensen, Else; _I_’ascual,__C_.,:w,Vogt,.,,Jz_m bore s
- - (Phys.-Cheni: Inst.,” Univ. Basel, Basel, Switz.). Hely. Chim.
iActa 1970, 53(8), 2109-18 (Eng). The C:C bond dissocn.|_. ... ..
3 . energies of halogenated acetylenes, detd. from the CH+ and CX+
c :C appearance potentials, were HC: CH 230, FC:CH 178, CIC:CH

'166, BrC:CH 202, IC:CH —, CIC:CCI 125, BrC:CBr 155, IC:L.. ... . .-
o et ---CI —, CIC:CBr 150, CIC:CI 173, and BrC:CI 174 kcal/mole.|
- Theappearance potential of CH* from 1C: CH could not be detd.!

= DA C AR because of the low abundance of thision. CWIN !
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9b84. Macc- cnex-rpomeprlecxoc uccnenonauue mouo‘
W awranorenauernnenos, Kloster—Jensen Else!
Pascual C, Vogt J. Mass™3pectromietric™stiidies of!
morno~drd "di- haloacety]enes «Helv. chim. acta», 1970, 53‘
Ne 8, 2109—2118 (anru.) i
Vcenenopaitsr Macc-CneKTpH ' psAna ra.rxoreuauenmeuon‘
(B cKOGKax npHBCAEHB 3HAYEHHS SHeprit Juccounany’
—C=C— cBsi3u B xKa4/x046, BHNNCICHHLIO HCXOA 13 13-/
MEPCHULIX TIOTCHUHANOB MosiBJaerust ovos CH+ 1 CX*, rpe
X —raumoren): H—C=C—H 230), F—C C—H( 178) !
Cl——C C—H(1 r—C=C—H (202),
Br—C=(f—Br(1535 Cl—C= C—Br(lBO)’
—J(l73i T BI—C=C—J (174] . Onpeacacisl no-|
TCHIANGT TOABJICHHS mxubxx MOJIEK axonon

HCCICayeMbIX COCIIIIIIEIII!!I _«. 03bIHOB
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(&0503_0:' Infrared ‘bands of acetylene-“C 5, @ ~I0NE, s
Mickelson, Michael E. (Ohio State Univ., Columbus, Ohio). !

|
[

1969,7 368 pp. (Eng). Avail. Univ. Microfilms, Ann Arbor, S
Mich., Order No. 70-14,074. From Diss. Abstr. Int. B 1970,
31(0),3&4 ) ; SNDC _ !

WAC 7 W-ﬁ@“’ =




Catle, (%0

03510z Symmetry rule for predicting the structures of mole-——
: Q'—v— cules. II. Structure of X.Ya molecules. Pearson, Ralph G.
" (Chem. Dep., Northwestern Univ., Evanston, IlI.). ~J. Chém.—
v £53 0 Phys. 1970, 52(5), 2167-74 (Eng). By using the 2nd-order:
z’ 6 " Jahn-Teller effect as a criterion, mol. shapes are predicted for—
‘mols. with the formulas X,Y3, X:Y, and X,;Ys. The method is
—rémarkably successful, the only failure being the inability to__

’ predict the correct angle of rotation about single bonds. How-:
m i—ever, thisisa necessary failure. __  RCJQ .
“’5——‘_{
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C l/ 41173. 0OG addekre Pennepa B MoOJeKyJe aleTHJEeHA.
o z ‘i‘ﬂgrenuu A, H. «OnTHKa 1 CTEKTPOCKOMHA, 1970, 29,
2 b, —

Paccmotpen sddext Pennepa B NUHeHON MOJeKyJae THna

X,Y,, HAXOAALEHCH B JEKTPOHHOM I[I-cocTosinuu., Pacuer

TIpOBeJieH C TOMOLIbIO TeOpHH BO3MYLIEHH{l AN MaJoii no-

CTOSHHOIl  3JIeKTPOHHO-KOAeGaTeIbHOrO B3aHMOJIeHCTBHA.

TlpuBOAATCA BLIPAMKCHHS JIIS ypoBHeil 3Hepran Ev1,v2 pH

- U=, v,=0 n v;=0, v2=1 (c TOUHOCTbIO JIO UJIEHOB 2-r0

20000 w nopaaKa manocti). Ilokasano, 4To STH YpOBHH pacuienis-
( joTcst Ha 3 KommoHenTbl. KpaTko o6cy:Kaaercs BONpoc o Co-

P o [OCTABJACHHH TMOAYUCHHBIX Pe3y/IbTaTOB C HIBECTHBIMH criek-
TPAAbHBIMH AaHHbIMH (no cnekTpaM TOIJOWICHHS) Aasi MO-
aexyan CoHz u CoDa. B. A. Mopo3os

f. 1FH. (D ®
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{104848D) Renner effect in an acetylene molecule. Petelin, — -

~ 7 LA N. (USSR). Opt. Spektrosk. 1970, 29(6), 1153-5" (Russ). -

w. " . The Renner effect in a linear mol. of the type X.Y; in the elec- ______ _
— tronic !r state is theoretically discussed.. The absorption

~ of C;H,and C:D;at ~1250 A(*I1,~'Z,* transition) was solved in

-~ terms.of derived equations based on wave functions of the mol. '

All 3 bands corresponding to the 00001-00001 transition of both |

M. Tichy |
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_.3)2ss.” IpHHLHT dpanka — Kongona s HOHH3AUHH ——-—
1. I'mHOroaTOMHbIX MOJCKY. Rosenstock H. M, Bot-
’ ter R. Franck — Condon principle for the ionization of i
oot | polyatomic molecules. «Recent Develop. Mass Spectrosco-

py. Proc. Int. Conf.- Mass Spectroscopy, Kyoto, 1969». —
. Tokyo, 1970, 797—806. Discuss., 806 (aura.)- :
' -‘.,,_(_)(53_0LE§_6_01__nnfanMeHeumo npyuuuna dpanka — Kou- .. .
—2t0 _ - HOMd K paccMOTpEHHIO nepexofoB B HOHH3ALHOHHOE CO-
MA 2 CTOsHHE B MHOTOATOMHEIX Mmonekyaax. O6cyxnpaercs Ko-
: TeGaTeabHasi CTPYKTYPa KPHBBIX HOHH3AUMH B _MOJEKY/IaxX
’ C.H,, H;O, NH; n N,O. Jlanbl- npHMephl, HIIOCTPHPYIO- - -
uiHe pasiin npH NpHMEHEHMH NpHHUHNA

T T @panka — Konzona X paccMaTpHBAEMBIM nepexoaaM, Ta-
- KHe, KaK BHGOP 4aCTOT Nepexonos, yueT H3MeHeHHs reo-
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METPHH M CHMMECTPHI 1OHA -TI0 CPaBHEHHIO. ¢ - MOJIEKYJION,. '
yyeT aHrapMOHHYHOCTH H CMEIIHBAHHS KosieOanuit npH Bbl- .
 UNCIeHHI ~MuoxuTeseit Ppanka — Konjona. Buba. 30. .
Iy & = ' S " . B. A. Moposos:
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H " o1'B88.  Amanus xoneGannii HekoTophix Moaekva X,Ye

‘Metomom dynkuun Fpmna. Ramaswamy K. Srini-——
vasan K. Green's function” analvsis of some XY, linear;

;molecules.” "«J. Mol. Struct.», 1970, 5, Ne 5, 337—344——
! (aHra.) : ‘ !

. §
. MeromoM ¢dynxumn I'pisa Boiefenbl HOBble  H30TOMMM.!
' COOTHOLICHIIS MEXAY wacToTaMu wKojeGamuil nap JiHeit-)

moix XoYo—Xo' Yo, XoYs/, X'XY: m XoYY’. Tlpn noMouis——
,3THX COOTHOLUEHIT BBIYHCJEHB YaCTOTH Psila H20TOMO3aMe-!

auenuex (mo H 1 C) Monekyasl auertiiena. IMonyuenuste |
_3HayeHHs YaCTOT COMIACylOTCsl € - 9KCMepHM Bbmuc.nesxbv!

Yak:ke cmnosbie nocrosiubie CoHp, cpeamiie aMmanTyan
M ' l/b »

xone6anuii, nocTosuuble LEHTPoOeXKHOro MHckaxenus (D):

11 kopuonucosa B3anmopeiictaus (L) moaekyn.CoHy, CoDo, ™ <
C,T; u BCpH,. 3uauennss D 31 {-nocTostniblX yAOBJETEO-i

(PAI0T COOTHOLICHHIO MEXAY HHMIL M. P. Anues ™

IAE T . — M.
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8b1413.  dayopecueHuna npu—gui UlM3E TaneiHiena g T T
‘0GracTH BakyymHoro yastpaduonera.Becker K. H., Ha- -
aks D, Schiirgers M. Fluoresceice Tq The VacTiNToy: i
: —«Z. Naturforsch.», 171, 26a, Ne 10,

= —-———-—" 1770—1771 (aura.) i
) ' 3aperncTpupoBan cuexkTp dayopecuenwun (OJI). C,H,
—-————»--—'ﬂ’-‘npn Aasa. 0,02—0,12 MM, Bo3GyxaaeMoii ceeToM Kr-pe-
m ‘30naHCHON naMnbl (B ocHOBHOM A 1236 A, 20% muTenchE-
S HOCTH— B o6nacTH A 1165 A). Cnextp ®JI cpasunsaeTcs
Cg. €O ChnekTpoM mucnyckanist muamenn (CHUII) B 3ome p-mmi___._
W “"C,H, ¢ aromamu O. Oga cnexTtpa (npu paspeureni AN
. ~10A) copmepxar wupokyio noJocy, HaunHalowyoes npy____
— A~4000A ‘u mpocTHpalomyiocst nanexo B Kpacuyio 06-|
J1acTh. 10 A ~5700A° (A, . ~4900 A). TMosockr Csaria
Monekyast C; (A%mg—>X3n,) naGmonaiorcst Tonbko B CUIT.

.Crextp @JI He o6uapymnBaer kakoii-mi6o CTPYKTYPH ma-—o
TR Y3 ; !
{IH3a"
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e npu ero .peructpaunn ¢ AA=0,5A, uto nosaonﬂmi
"HCKJIOUHTD JIOGYIO0 ABYXaTOMHYIO MOJIEKYJY KaK'BO3MOMXHBLIT |
,HocuTeab . X* cnexkrpa ®JI. Ksanrosoii Boixoa @J1 coc-?
.-"tapnser 0,1%. B oneiTax ¢ H3MeHenHeM AaBi. TOKa3aHO,
JITO  eCTeCTBeHHoe, BpeMs xusnn X* pasHo 6,2 MKCex.
-'Kotcrantst, ckopocTH Tymenuss OJI pasnHYHBIME Mo.nexy.na-
.ME_Ttakosel (10!'! cm3/monekyna-cek): C,H, 15+2; H,
.8,3+1,5; N, 5,2+1,5; Ar 6,4 +1,5. Caeaau BBIROA, YTO
X* oGpaayercn B TNepB. aKkTe q)oro.vmaa C,H,. He oGnua-:

. pyxkeno mnukakoit ®JI mox neificTuem csera 1236 A Hal ...

Jponzsoansie - C,H,:MeC,H, EtC,H, CiH;, mumb" aas,
CNCzH HaGMIOAAI0TCS (HOMETOBBIE, MOJOCH cneKTpa oJT

“CN*..He oGHapyx&euo TaKXKe Pe30OHAHCHOIT oJ1 C2H2. Cﬂ.e-»

JIaH BBIBOA, uTOo X* ﬁBJIﬂeTCﬂ Monexyna CzH pitiy (Meuecl
"BEPOAATHO) CZH* Bosﬁymnemle CZH2, BCpOﬁTHO, npouc-‘.
XOJWT B 3anpeuleHHOM ONTHY. TEpexoae, ‘[TOOG’bﬂCHHeT\
Mageli kBanToBblit Beixox ®JI. Ilnpoxas nonoca B CHIT:
MOXKET OOBACHATbLCS Mepejayeil 3HEPrHH OT BHICOKOBO3-|
T Gymnenupix monexyls CO* k CpH,. 9ra nonoca OTCYTCT-
Bye'r B CUIT zouwt p-unn B cincreme C;0,+ O+ H. L
B. E CthaT-

1)
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5 b45.

n-SneKTpouHaa Teoplm aucnmena. . Heorpa-

b HuueHHblit meton Xaptpu — Poka. Dancz John, Har-

ris Robert A. Pi-elgctron. theoty ol

Unirestricted—Tiartree—Fock  theory.

1971, 55, Ne 6, 2868—2875 (aHrJ1.)
B paMKax HCOrpaHHYCHHOrO METOMa XapTpu—doka, ¢’

-acetylene. 1l

<J. CHem. Phys »,.

QJMOJHHM& BTOPHYHOrO KBaHTOBaHlf, i

HCMOJIb30BaHEM
: M—' NPOBCACH pacueT MOVIeKyabl CpHz C BapHalLiicH nHapamer-|

pOB .T-3JIKTPOHHOrO TaAMHJBLTOHHAHA I'Iapnsepa——l'lappa—-—‘
ﬂwnﬂ/— IMonna. Ilpi cONMOCTaBAeHiIt C COOTB-IIHMI PC3YJIbTAaTaMIt’

TOYHOIT AHATOHAJNH3AUHH

JU-3JIEKTPOHHOrTO TraMHJbTOHHAHA | __
. HaltgcHO, YTO IoayyeHiiblie CHMMETPH30BaHHbBIC BOJHOBBIC,

(byllKU.llH HaloT XOopoliceC ONMHCAHHC BCCX H3YYEHHHBIX CB-B

,‘118550.

TL-3/ICKTPOHHOI CHCTCMBI aUCTILIEHA: NOJHOI SHEPrHH, KOP-|
-pensau. GYHKUMIT H IepeKpbiBaHHS C TOYHON (QYHKuUHeIT.

ocHoBHOro coctostHuss. Coo6umi. /i cM.

X 79575
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P)KXum, 1970,

_E. Ilycroposu!
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— tions. The ( 4 » + v:) and (v + 2us) levels were sufficiently .

‘];24579})/ Determination of new acetylene ‘‘hot b;na.s"' ;l;- H
se

s the emission at 2.4 u. Delaval, Yves; Cartigny, |

Jacques; Lecomte, Jean (Lab. Rech.mrmm, !
Fr.). T CTRTIcaa. Seis, Ser. B 1971, 273(2), 804 (Fr). In the '
emission spectrum of C;H, at 770°K, bands near the v + w) |
band (v = 4091.18 cm™!) were obsd. which were .not obsd. at !

— room temp. These bands are called hot bands and originate !

primarily in the (v + »*! + p;*1)—p, and (v1 + 2v:*29)—p; transi- :
populated to give rise to P, Q, and R lines of measureable in- —

— tensity. The (n + 2v + »3), (n + v + 2v;), and (v + 3u;) ;
were too weakly populated for measurement of fine structure, .__

— Forthe, + ysband, J <46 levels were attained. ’

|

g4 \23. 20 . B




Co Hy | | Oimreeese 2997 (97,
¥ 2B190. Toukas CTPYKTYpa TM0JIOC H3JYyYeHHs1 aueTHiaeHa’
npu 700° K B o6nacth 2,4 mkm (4100 cm—!). Delava [ —
Yves, Cartigny Jacques, Lecomte Jedn,
Y “Structure Iine de bandes d’émissiorn obscrvées versT2,4 p.
(4-100 cm~") "avec l'acétyléne chauffé vers 700 K. «Mém."
Soc. roy. sci. Lidge», 1971, 1, Ne 2, 65—74 (¢panu.) S ———
- Ilas usyuenns Magonutencisioro MK-usnyuenns narpe- .
f; " IbiX rasop Hcmoab3opau pactposuiit HMK-cnextpomerp ci-:
/ cremsr JKitpapa, oGecredHBuIil B 3THX yCAOBHAX B 0GJacTil
4000 ca—! paspewensie 0,11—0,14 cau~!. Kanu6poBka cnext--
poMeTpa Mo AJiIIaM BOJI NPOBEAEHa C TIOMOLUIBIO CNEeKTPOB,
T H3JyyeuHsi aprona I neoua, BO30YXKAaBlIIXCs B pa3psANbIX:
Y77 7T namnax. IMosockl  manyuelst  alleTivlena, Harpetoro 1o,
770° K perucTpHpoBail B o6nadrn 3969—4187 cau~l. Co-————=—
ctaBuas noaoca vi+vgl (II—=2) B cnekTpe H3JydeHHs npo-
cTHpaercss BIJIOTh Jo 1=46. Ias nee naiigenst vo, B/, B”,;
D! 1 D”. B 3toit e 06.1aCTi HCCeL0BaHbl ropsiuie nonaocol.|

X7z, @
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C,Z yz i . : Ot 2325l EF J?gfz : /‘q?/

)2 m531 - Tmmaac::;)—y_xryp'z;—;u.m?)c;:;nyqeﬂun “auermae--
———————-"Ha oxono 2,4 MK Tnpu Temnepatype 700° K. Delaval— ——u

Yves, Cartigny:  Jacques, 'L ecomte T Je¢an,
Stiiret lireTiiiede baiides “d'émission obServees vers 2.4 - L
'(4{100.cm~!) - avec I'acélyléne chauffé vers 700° K. «Mém.! f
Soc. roy. sci. Liége», 1971, 1, \e 2, 65—74 (bpami): . i b
W. Vg + Tomyuenst - MK-cnextpst: H3ay4CHH - aneTHJeHa - TP, T-pe

: 760° K:.c. paspejuenue: O)l.cMm~4 B -o6nacti - 4100 eM-hi—.

!
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CHCKTQH 3aperiCTPHPOBAHLI HA, cnex'rp“omerpe JKupapa Pe-i
wetkoit 300 wTpux/Mm Bo BTOpoM mnopsake. Las Tpanyu-|
POBKH CeKTpoMeTpa' HCMo/b30Bakkl CIEKTPH Paspsila B ap-
roxe i Heone u narpetoro CO. HaGmomeunnsle CneKkTpLl CBS- |
3aHLl ¢ nepexooM vi+vs' #1a ocHOBHOI ypOBeHb H PSLOM |
€TOPSAYHX» nepexonos. MeToA no3pBoJjsieT HCCAEAOBATb 'co-i‘

" CTOAHNS ¢ GosblmMu yncaamu J Bmaoth o J=45. Ilpuse- !

ACHL 4acTOThl P- M R-JHHHI NOJOCH Vv +Vs aueTHJeHa, 3|
aHAJH32 ITHX YacTOT onpefeJieHbl BpallaTelbHble NMOCTOSIH-
Hbie B 1 D ® 0cHOBHOM M BO3GYXKAEHHOM KOJe6aTenblbix '
cocrosuuax. ITo momocaM ropsiyux mnepexonoB n3yuena,
CTPYKTYpa YypOBHell, COOTBETCTBYIONIHX BO3GYXKIEHHAM He-!

CKOJIbKHX KoseGawnit. OnpeneseHb BeJHUMHEI pacllenyenii’

£ _ypomlex'x Ha-komnonentsl £— u X+ u X n A. buba. 10.

..M. B. Tonkos:
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b | AT =2IFS /2
<2 ;b‘yb“ | 2”;&mi)%)—'ﬁﬁgs—tiucture”&'the emission bands observed near | - &
4p

0 cm™!) in acetylene heated at 700°K. Delaval, Yves; -

~~w==————"-= | Cartigny, Jacques; Leccomte, Jean (Fac. Sci., Paris, Fr.).!

“Mem: Soc. Roy. Sci. Liege, Collect. 83° 1971, 1(2), 65-86 (Fr). !

The emission spectra of C;H,, heated to 760°K, in the 2.4-y re- !

gion were obtained with the aid of a grating spectrograph. In !
spite of the weak emission gas spectra contg. fine structure were |
obtained. By utilizing the 5 fundamental bands of C:H; and ;
symmetry considerations, it was possible to calc. the origin of the ;
obsd. bands with good accuracy. By using upper rotational
levels it was possible to calc. rotational consts. that were in good :
agreement with those of other workers. This work illustrates a |
new way of studying high temp. vibrational-rotational bands.
e N ool .. .. . ___ _ - Norman Slagg . !

-~
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i oy %5_9’1{53 Quantum-chemical studies about acetylene, the tetra- R
" e chloroaluminate(III) ion, and lithium tetrachloraluminate(III).

e Drossbach, P.; Hoff, H. (Phys.-Chem. Elektrochem. Inst., ™
Tech. Univ. Muenchen, Munich, Ger.). Z. Naturforsch. A

1971, 26(9), 1397-1406 (Ger). Calcns. are made for HC:CH, —
AICL—, and LiAICl; by using the SCF-MO-LC-LCGO method
- regarding all electrons. The.orbital energies, populations, and —
orbital centers are reported. The dipole moment for LiAlICl, is
112.2923 D. Compared with the free atoms, the Roentgen levels —
in the mols. are not only lowered by chém. bonding but also lifted
by the electron interaction. The discharge of an ion with simul- _,
tancays _transition of several electrons is discussed. :
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6 B34. KBaHTOBO-XHMHYECKHE MCCACAOBAHHA aueTHJEHA,.
MOHA TETPAXJOPAMIOMHHATA M TETPAXJOPANIOMHHATA JHTHS.
‘Drossbach P, Hoff H. Quantenchemische Untersu-

Lithiumtetrachloroaluminat (11I) «Z. Naturforsch.», 1971,

————-ichtingen "an acetylen,  tetrachloroaluminat (111)-ion undf—%—
SN

26 a, Ne 9, 1397—1406 (nem.) ; s
| Hesmnupnuecknn ® meronom MO CCI1 mposenen pacuer:

C.H, (1), AICL,— (Il) u LiAICl, (III). Oas 1 ucnoab3o- -
» sancs Gasic na 3I'® ngas H, 5 T® ana s-AO C u 16

'crpynnuposanubix I'® mas 2p-AO C. Tlpubenens noanas :
H 3JIeKTPOHHAsl SHCPTHH H BLIYHC/ICHHLIT TOTEHUHAA HOHH-
samnn 1 (10,48 3B). Has pacuera’ Il ncnosbsosasoch ——
93 T® B pume 59 rpynn (npubeleHbl 3KcnoHenTtn I'D, !
nmutHpyomnx s- u p-AO Al u Cl). Tlpusenenst op6urans- "~
uvie sueprun Il ¢ ykasaunem AO, naownx ocHoBHbe '
Bkaaanl B MO, a TaxkxKe KOOPAMHATLI LEHTPOB THAMKECTH |
pacnpenesennit 3nekTpoHos Ha Bcex MO. Pacuer II!
nposopmicst -aas 4 3uauvenuit paccrosuns Al—Cl, munu-;
MyM_ 3HEPTHI COOTBETCTBYeT paccrosumio 2,064 .(onmiT;

() 1T

9L~ 6“' R




2,13A). O6cysmaen: mexanna paspsina 11 Ha 3JeKTpoe, !
KaK MHOro3/JIeKTpOHHBIiT npouecc ¢ o6pasobaniem 06beai- |
tentipix MO, Brmoualomnx seicue sanoanennie MO Houa'
M AO meranna. Ias pacuera 11 ucnospsobaaucs 99 I'd |
B Bune 64 rpynn. M3 conocrasienns. NAHHLIX g5 nou_a_’
W comt naiiiena smepris npouecca Lit++4AICl—=LiAICI,,
basnas —i15 - kkax. IHnoasiii . siosent 111 oueHeH B
~12,297D, " npnyen BLIACHEHO, Kakas-u3 MO naer HanGo.w-:
wnit bKnan. Ipusemensi rpaduin pacnpenesienis 3.1eK- i
TPOHHOIT NMNOTHOCTH Ha HeK-ppix MO n nmpoekuwuss noJuoi
SJICKTpOHHOIT notnoeti B 1. Sueprin MO ConocTaBJeHsl |
C JAHHLIMH 1O SHEPTHAM CBSI3H 3JEKTPOHOB Ma BHYTpeH- !
mix AO B aTomax 1o  peTreHoscKin cnektpam I
IMpocnexeno: TaKKe n3MeHeHHe sHepruit MO moua npi}
B3aumopneiicTBuu c. Li. M. HOatkuna!
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915t°) Calculation of the acetylene molecule. Egey, Thoma
(InstTheor. Phys., Justus Liebig-Univ. Giessen, Giessen, Ger.).
Z. Naturforsch. A 1971, 26(9), 1496-9 (Ger). The energy of the [~

. HC:CH mol. was caled. by the valence bond method using a -~
Born-Oppenheimer approxn. of the Hamiltonian. Only opti- —
mized electron (Slater) functions and homeopolar states were’ !
used to describe 3 1Z,* states and their superpositional state. —

A4 J#E
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b g:)_a,nf'A..'..B.*.‘.F..fRydberg terms of acetylene. = «J. Chem.j
; ‘

l 12 b47.  PupbeproBul TepMbl aueTHacHa. Greene El-

ood. W, Jr,..Barnard,  Jonathan,. Dun-!

hys.», 1971, 54, Ne 1, 71—74 (anr.1.) ‘
B 01103/1eKTPOHIIOM NPHGMHIKEHIN BhIuICe LT BOJIHOBBIC !
_"(bynxumx H 3HEPrHH pHAGEpProBLIx YPOBHEIT  MOJIEKYJTBI ane--
Tinena. B xay-Be Gasica HCnosb3oBams C/IefiTepoBCKIe op- |
4OuTamt. Pe3ynbTaTsl pacueta mpHMeHeHb K HHTCPNPeTaLH ——
cnextpa norsomenist C.Hy B Bakyymuoit Yd-o6nacti. IMo-
-KasaHno, uTo Ccepus c Vn=92076—R/(n—0,50)2 (n= - v
‘=3, 4,..., 10) ornocnress K nepexomam us OCHOBHOTO ;
-COCTOSINNS B COCTOSINMS Tima 'm, ¢ BO30YKIEHHEM OHO- —-
(SJICKTPOHHEIX  opGHTaneit nSo, a cepus ¢ wp=|
~=91950—R/(n—0,95)2 (n=3, 4, ..., 10) —x nepexonax -

J13 OCHOBHOrO COCTOSIIHA B COCTOSIHHA ThHRAa ¥,+ ¢ BO3-!
-OyaeHneM ndsng-op6uTaneil. M. P. Annes |
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i @t’rmllydberg terms of acetylene. Greene, Elwood
i o ~W., Jr—Barnard, Jonathan; Duncan, A. BT (Deép"Chem.) - — -—-—--
i Uiiiv.” Rochéster; Rochester,” N.Y )" J.  Chem. Phys. 1971,{
-54(1), 71-4 (Eng). It is assumed that 2 obsd. Rydberg series}{- .. -
in C:H. correspond to (ns) and (nd) orbital excitation. Calens. .
.. |in a l-electron approxn. support the assumption in both cases. L SR S

The core is assumed to be frozen and linear and interat. distances
-|unchanged from normal state values in the Rydberg states
and in the lowest state of the ion. The terms agree well with
/Jexptl. values. The Rydberg functions are obtained ‘as linear:___i.'.___.“ﬁ
combinations of -Slater functions and energies are stable to
—-}variation of both lincar and nonlinear parameters. RCIQ

_; _-,-.'_-_.. e s 3 .J’;y.;_m,,mwn_;__,. N 2! i
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|7 24'B129. "CpanHenne TeoMeTpH OCHOBIOrO cocrosHng ——
1. Colly*, onpenesennoii metogom (OTO31eKTPOHHOI CNeKTPo-|

: —ckonuu, ¢ reometpueii Coll, B HeKOTAPBIX pHAGEpProBbIx co-——
on. | ierosunax. Hollas J. M, Sutherley T. A The geomet-|-
. ~ry of the ground statc of C,H,* from phofoelcctron spect-:
Q elf, iroscopy compared with that of C;H, in some Rydberg sta-
; “tes. «Mol. Phys.», 1971, 21, Ne 1, 183—185 (anra.) -

[
L

]

. LA
W3 oTHOCHT. HHTEHCHBHOCTI 3EKTPOHHO-KOACGATe b HRIX |
. nonoc  ¢ortosnexkrponnoro cnekrpa C,H, npu 11,40 %6
{ j(nepBEIil nopor HOWH3AWIN) C NCGOJL3OBAHICM MPHHIHNA |
(R . :

]

e e e et
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BEREE . CDpanha—-I\ouuona B rapMoHiy. NPHGAMKC NN BEYNCACHE
' H3MEHCHHA BHYTPCHHNX KoneGaTenblbiX koopannat C,H,.
~npi nomusaunn (A (C—H)=0,012, A(C C)=0, 050A) 1
_ crml'ypnme napametpsl louna C H2 B OCHOBHOM COCTO- |
st fvn,, (CH=1,0 W CC=1,25+0,01A,;
. :CCH=180°), a ns oftocnT. nurencusuocteii noJjoc Ba-:
xcyymuoro Y®-cnexkrpa norsomennss C,H, poiuncaers
ETPYKTYpHbie napaMerpot C,H, B nox(»\mnelmo'\x_punﬁep-‘
" ‘ropom cocrostin CMII,(CH=1,07; +0,02;, CC= 1,26 -+
5 - 1%0,02, HCC=180°) I'on\a:vmo, UTO CTPYKTYpHHIC Napa-'
: : ‘MeTpnl  lona C2H2 (X2I1,) ouemn Gauakm Kk cooTn- -LLIEM,
¥ ’ " CTPYKTYpHBIM IapaMeTpanm moaekyanl C,H, B pnnGeproaux:
COCTOSIHIAX Gin, u C'I,,. M. P. Aanes’

¢ '




@Hy, | Hoplinson o.C. 2974
Csiwmaoctio 8,6

Wk. | Chogn. Commerns, 19%,

%Pcu% Nio 7287

e )
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®(c. g*)i
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¢ 92562?- Ener-g-; levels and molecular constants of ‘acetylene,”

C.; Ghersetti, Ser io; Rao, K. Narahari (Dep. "~

' Hurlock, S, ¢
_CQ‘_C_D_QI__ . Phys., Ohio_State Univ., Columbus, 10). em. Soc. Roy.

, Sct. Liege, Collect. 8° 1971, 1(2), 87-97 (Eng). A summary is -

v by high resoln. ir spectroscopy for,the electronic ground states .
_QQ(,Q‘ , . of CHe. WL

S

* given of the best available energy levels and mol. consts. as detd.

C.HD.and CoDs.

J. Lafferty

e .- R .-.4 y...

, acetylene- ds, and acetylene-di determined from infrared spectra. '

+9, .
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Y ! - 94,
"b ) 2:) X 1403w) Analysis of the ionization potentials and the charge | -
P dis on of silyl and alkyl substituted »-hydrocarbons using !
‘C““H S v F_" 1~ the complete neglect of differential overlap/2 (CNDO/2) method, |
e 2’ 3 ___Pitt, C. G. (Chem. Life Sci. Lab., Res. Triangle Inst., Research | ___ ___.___
ST = Tnangle Park, N.C.). J. Chem. Soc. D. 1971, (15), 816-18
" %5 { (Eng). CNDO/2 MO calcns. on acetylenes RC:CH (R = SiF;, | .
(ﬁ(':\f .+ CFs, ‘SiHj, SiHyMe, SigH:, H, Me, E_tL_CH_,s‘iHT(‘—T‘, reproduced |
. exptl. obsd. trends in charge Hfstribution, despite the omission of ;

Y-ty dorbitals from the Si basis set. N
/ ; | + 8)_8___ _ e

\
i |




S’oiuwwtz yA 19
Kuuw& S

.
WMLIZI

. _____._~‘——__ ' /G/a. aa%é/”{:/:

. .

| |




G

') 11 1153.  Hcnoab3opanne MOAH(HUHPOBAHHOrO pacluiy:

YCHKCTrO MeToAa XIOKKeJsl B JHHAMHKE MOJEKYJ, coaepxa:
"X KpatHble cs3n. Yeranos Walter A. The use of
the modified extended ‘Hifckel method in the dynamics o:
molccules containing multiple bonds. <«Z. Naturforsch.»
1971, 26a, Ne 6, 947—952 (aur.1.)

B pamkax mMomn@iuipoBannoro papuanTa pacuiHpeHHorc
MeTona XIOKKeasT pacCMOTPEHBl aleTH/IeH, STIVICH H 3Tai
[Tonpo6uo 1cceoBanbl - H3MEHEHIIST MOJHOI  3HEprHi NpE
BCeX BO3MOXKHBIX BapHauusax reomerpiil. Paccunraunnas
reomeTpust HaiGonee ctabuabHBIX KoHHrypaunil Xopotic
corJyiacyetcst ¢ onbiToM. ‘OueHeHbl apaMeTphl, M03BOSIOLLHE
C MOMOILBIO NPeATOXKeHHLIX panee (-1 paccuHTaTh SHEprik
aToMHZaUHH aandaTHy. It apoMaTHY. YIJIeBOXOPOAOB. duep:
THIl aTOMH3ALHH HafiZeHbl PaBHBIMH (B CKOGKaX — OMBITHLIE
3HaueHns Bce B KKaa[xsoas) 19,7 (19,7); 24,5 (22,6) u 28,¢
(29,1) 3s coorBercTBeHHO; Gapbep BpalleHHss B 3Tane 2,¢
\(2,7-30). B. JI. JleGenes
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& ”2/ ' 8§B123. JlMccouMaTHBHOE NMPHCOCAMHEHHE 3JEKTPOHOL K. /g%?,
CoH, m CoD2. Azria R, Fiquet-Fayard F. Attache-
c (b tnent eléetronique dissociatif sur Co;Hz et CoDa. «J. Phys.»
A l/ (France), 1972, 33, N 7, 663—667 (dpanu.; pes. amr..)
Vayuenbl 3HepreTiiy. XapaKTepHCTHKH H BaAUAHHe H30TON-
HOTO 3aMellleHHs] Ha TIpoLecc TPHCOeLHHEHHS = JeKTPOHOB
nuakoir sueprun (0—I5 3B) K MoJeKysIaMm CoH, (I) u CoD2
(11). Kpasumonosnepretiy, myuox, 06pa30BalHblil 0 METO-
1y PA3HOCTH 3a]epIKUBAIOLHX TOTENLHAJIOB, B3aHMOJLefCT-
(E} poBas B KaMepe croixmosenuit ¢ I u Il (paGouee masa.
10-4—10-5mm). [Toaoxurtenpine (ITH) u oTpuuarenvise
(OU) moHBl PErHCTPHPOBAMHCH pasienbHo. Macc-cnextpo-
METpHUECKH HAeHTHOHUHPOBAHL 4 HAGMIOAABIUIHECS MaKCIl- '
syma unTeiicupioct OW B 3aBHCHMOCTH OT SHEPTHH 3JCKT-
ponos E: CoH— (III) mpu E=255 3B; CoH-, Cg~, H—
(7,45 3B); Co~ (aBa makcumyma 11,45 u 13,05 38). Das 111

2z 1973 ~8. @




noJyuensl Kpupble 3GhGEKTHBHOCTH HOHH3AUIH, noTeHuHa.!
nosipnenns (2,3+0,1 3B) 1 aGc. ceuenust npouecca (o) np|
%ﬂ:i.’"i‘{llbl,\’ 3nayenusx L [ommuc=(2,2i0,3) -10-% CMZ]-!’
npenenenst np E=75 1 100 58 BeauunHbl o+ 415 Iull
qI+=4,7tO,15- 1016 cm2, o1rt=>5,00,15-1071 cn? ‘
e ... M. Typxuna.




-1 —20°K before an

temperatures. II.
“Opt. Spectrosk. 1972, 32(3), 525-30 (Russ).

‘described matrix isolation method (Ba
— The spectra revealed that C,H,
chain H bonds. _The forma

) 160350m Infrared spectra of acetylene in indirixfs at> lO‘v;I
Bagdanskis, N. I.; Bulanin, M. O. (USSR)."

g

—

|

The ir absorption!

spectra of C;Hz, CHD, and C;D; in N.matrixes Werestutled at -
after annealing at 27-35°K by using the earlier

0 gdanskii, et al., 1970).'
2Hz dimers in the matrix form open——————
tion of cyclic dimers was not obsd._
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@ H | @rsmeccecc o0 194,
"‘""’z“"‘z 'g'65776‘ Assignments of the acetylene bands at 2.1-2.2 p, ———-—=
=ldacci, Agostino; Ghersetti, Sergio; Rao, K. Narahari (Dep. |
Chem., Univ. Venice, Venice, Italy). J. Mol. Spectrosc. 1972, -
41(1), 222-5 (Eng). The interpretation of the C;H; bands at |
19.1-2.2 p are presented which resulted in altering previous assign- L
ments of the bands. The J assignments for the »; + 25° band
were changed by 2 units. The vibrational band origin is placed i _
at 4727.07 instead of at 4722.06 cm™! given previously. With |
this revised J assignment the ground-state combination differences |
derived from the data for the » + 2v5° band agree well with the
values obtained from more than half a dozen bands. The higher .
spectral resolution now available, combined with the internal :
consistency between the measurements made here and in other
————————1 recent studies may have contributed to removing the ambiguities R
in the J assignments for this band. The reversal of the vibra-
——————— | tional assignments for the bands »; + 2v and »: + (8% + ps)0 m————
reported here is considered to be a logical consequence of the re-: .
_vised assignment for the »s band. _Raylene Adams Coad  »-rrrmeme
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). 11701m™ Bands ¢ carbon-13 and deuterium-enricheq species
)of aceglene. Technology developed and interpretation of the:
ata observed, Barnes, Russel Henry, Jr. (Ohio State Univ., |
. Colu’mbus, Ohio). 1972, 210 Pp. (Eng). Avail, Unjy, Micro-

films, Ann Arbor, Mich., Order No. 73-1931. From Djss, Abstr, |
W) 51575, Saa oo, ’

|
TSN Ry v anl = SR

| | . ®
E.AANI73,79 4.2 .
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22 B926.  TpunuetHoc coCTOsIHHE aueTHACHA, Hcnycka- %
Jine anauetuaa  npu (oTOCCHCHGHIM3HPOBAHHOI PTYTBIO | /9’/‘2
peakunn pasnoxenns. Baurtfon C. S, Hunziker H.E..
(Triplet state of acetylene: biacetyl emission Trom The Tier-

Jcury photosensitized reaction. «J. Chem. Phys.», 1972,;

aer 57, We 1, 339—347 (anra.)

ITpnt  oTocenciOHANIHPOBaHHONM PTYTLIO  PaA3JIOMKEHHH '
— msaueriaa (1) B TIPOTOUHBIX YCTOBHSIX € MOJYIAUHCT BO3-
Oyxaaiouero cera (2537A) B npucyrersuu CoH, naGmo-: .
—\ganace docpopecuenunus I. IToxasano, uro ¢bocdopecuen- m ’
Juia ne sui3viBaerca CgHg mamt p. nposyxrau pas.. Ilpex-:
© 7 JI0KCH MeXAHH3M, COIJIAaCHO K-POMY HCMycKamie CBsizano ¢ )
‘TIePCHOCOM  SHEPTIL  OT  METACTaGHABLHOTO  TPHIIETHOTO -
T GCHy (II) x 1. Cxopoctb camorymenns 11 COCTaBJsCT N\

:0,083 ot cropocti mepeiioca  smepram ot I x L IToxasa- |

10, YTO TpHMJICTHLIT VpoBenb Il Jexur B mpenenax or 2,61
10 47  3B. Kpoye  Toro, oleHeHa KOHCTanra

CKOPOCTH TPUIVICT-TPHIJICTHON  aunuruisiuny |1, pasuas ,

2. 101" g/Moab - cex. A, IIBenuukos

DA R ';;z
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CQJHZJ © 5 1139.  Hccneposanme 3J€KTPOHHOrO CTpPOEHHS Monzf:'
. Kya. XVIL. Auanns o6pasobanus MoJieKyJd alleTHiaeHa, 3The
. JeHa M 3rana B mojean Xaprtpu — Poka. Clementi|
+Enrico, Popkie Herbert. Study of the electronicc1
. structure of molecules. XVII. Analysis of .the formation |
of the acetylene, ethylene, and ethane molecules in the |
Hartrece—Fock model. «J. Chem, Phys.», 1972, 57, .1\"9,11,l

Nk 4870—4883 (uara.) ’ )

Hesmnupuuecknm merogom CCIT MO JIKAO B Gombuinx |
é“‘: \ uO ' ' Gasucax CrPyNMHPOBAHHLIX TAyCCOBBIX (-WHIT HCCenoBalo -
{ |  saextpounoe crpoenne_auerunaena (I), stuaena (II), sra- i

na (1) u unuswero CHHrAeTHOro cocroanns Cp  Mas 11 |

pactMoTpenbl NJ0CKas I NepneHAHKyJAspHast, a mas IH1— !

._waxmaryas u sarmenuasg  xoudopmaunn. Ilponssogsaocs |
A PRRIR0ANTocs |

b. 1973 & 5 ® =3 Eii’{é




papbipOBailiie TCOMETpHH B IIHPOKHX mpefenax..Paccun-

. Taupl MOJHbIE, SHCKprllllBIe, OpﬁllTaJleble H pasHoro po-

aa KoppeJssil. 3HeprHH, pessiTHB. TNONPAaBKIH. HPOBCD.CH amna-

N3 3acesecunocreil 10 Mannukeny H aHajaH3 SHCPI‘}H'[ ny-

TeM pasGmenns Ha KoMmomenTsl. PaccunTannbic noaibie
SHepriil OT/HYAIOTCH OT. XapTPH-(OKOBCKIX He GoJiee ueM
na 0,01 ar. ex. [NoapoGuo obcyxaena npHpoaa CBs3H CC.
Oduapy=eiio, uto B I—III 3KCnepHM. riGpiAH3auHs OHib-

| 10 OTJIuaeTcs OT «igeanbuoit». IlogpoGuo obcy:aena

npipoaa Gapbepos Bpawenns B II u 111; nokasaHo, uTo
KOppensl. fonpapKil B Gapbepbl BPAllleHHs He3HaulTe/IbILL

. Y. XVI ey PXKPus, ‘1972, 110, 126. B. JI. JleGenes
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C&“Q/ 11 B39, Mccaepopamiuc 3MEKTPOHHOTO CTPOeHMsi Mmone-
kya. XVII. Ananns  o0pasopanusi MOJEKyJ: auerHiena, |
sTHaena M sTana no meroay Xaprpu — doka. Clementi
Enrico, Popkie Herbert. Study of the electronic
structure of molecules. XVII. Analysis of the formation of
the acetylene, ethylene, and cthane molecules in the Hart-
ree—Fock model.” «J. Chem. Phys.», 1972, 5.5 Nell,’

Id. &m{w ? 4870—4883 (anriL.) ,

Heswnupnuecknm Merogom CCIT MO JIKAO B--Gonbmux
Ga3icax CrPYNMIPOBAHNBIX FayccoBbiX (YHKuuil Hccaenosa-.
Ho sJeKTpoHHOe cTpoeiie aueriiena (I), sriiena (1) B:

" ' 11;10CKOI 1T NEPIeITANKYASAPHOIl KOH(MOpMauusx, sraiia (111)
' B waxmarioil 1 3armennoil xongpopmamuax u Lg B’

HH3IEM CHHMICTHOM COCTOSML. — BapblipodMIcs + AMibL
~ cpszeit C—C. Paccunranst nojusie, opGHTanbuLIe, SJICKT-
polHLie, pasinuible KOppensl. SHEPTii, SHEpriH_JHCCOI-!
. L ————— T — e ? gt 2l

| _cak
x 1913000 @ @D g




aumrT peasiTHBlcTCKie nonpaski. I1popeRen amanns siep-
THH No cXeme pasCieHnst Ha KOMMONENTHl H aHalu3 3ace-

nennocteit no Manankeny. OTMeuCHO, YTO TOJHbBIE 3HEPTHIL
OTJIHYAIOTCS OT. XapTpi-(HOKOBCKOro npenena He Gojee uyeM
na 0,01 art. en. IToppoGuo "obcyxkaeHa npHpoxa XHM. CBA3MN
B I—IV. TuGpumusauus B I—IIl nafigena pasnoit

© 2s1:302p0,77 051,382 p1,68 1 251:382p258 coorp. [lerasnbno Heeae-;
JOBaHbI 6apbepbx ppawennst B I1 1 Il 1 ormeueno, yro!
Koppensl. BKJAanan B Oapbepbl HeBeankH. B 111 Gapwep

' ofycJionnent nepenocoM 3apsiaa ¢ atoMos H na C u crenve.

 COTpSIKeHleM ncenno-?p-AO rpynn Hs ¢ 2p-AO  aToMoB
0 Coobm.  XVI cm. PXXXux., 1972, 22626. .
B B. JI. JleGenes
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COL H 22B27.  Hccrenoane 91eKTPOHHOTO CTPOEHHS Opraii-
1/ YECKHX COeJMHEHHIT METOJOM MOJEKYAApHBIX ~ OpGHTaneil.:
-ww————— | —— XIV. PapnoBecHas reoMeTpHst M SHEPrHH HH3KOJEKAUWHX — ~—

B036yxaeHubix coctosuuil, Ditchfield R, Del Be-
wom—— i ——ne, Pople J. A, Molecular-orbital-theory of the elect-———
‘ronic stmﬁE%tfr"c" of - onganic compounds. XIV. Equilibrium
—————————— —— geometries and energies of low—lying excited states. «J.
- Amer. Chem. Soc.», 1972, 94, Ne 14, 4806—481i1 (aura)’
== Hesynupiuecxitm Merozom 'CCIT MO JIKAO mccnenona-

 HO BJICKTPOHHOE CTPOCHHE alleTHJIeHA, LHAHHCTOTO BOI0pOAa,
« A

ol
s .8 !~-~—-qym HCTOTO 1yHaHa, OpManbIeTHIa Ka@w———
.- ; (F , TOPHCTOTO MeTHJeHa ( , HuTpoxchaa (HNO)
- - ] e
i

77 irgTopucroro uimposiiaa (FNO) B OcHOBITGIX T HIIBKO.1e)Ka-
. LY BO3GYRTelIbIX cocTosnnAN. MenoTs305an 6asic op6i-,
= - |- 1 7" TajeN cACHTEpUBTRoroTIma{OCT), Kaxmas n3 K-pbIX Tpex-

krapaena_smmeiolt koMGumauneit (JIK) 4 rayecosbix byax-




iuuit (CP). Tlpoussoamiacy mosmast  ONTHMH3ALHA ~BeexX
TEOMCTDIHY. TIaPaMeTPoOB C HANOMKEHHEM TOJIbKO ONPANHYEHHIT
M0 cuMMeTpH. XapakTepHCTHKH BO36YKIGHHBIX COCTOSHMIT
'PACCUHTBIBAMNCH € YyOTOM B3amMojeicTsus 10 64 oxmHo-
KPaTHOBO30YHISHIBIX COCTOSIHUIT M TaKwKe UIPOH3BOIHJIACH.
OMTMIEMH3ALHSA TeoMenpHH. JIos psAxa COCTOANHIT YKAa3aHUbIX |
Moutexyar, kpome (HNO u F,CO, mpoBenenst pacueTsr ¢ 6a3u-;
coM OCT, x-phle (17151 BHYTPeHHUX 060104k MPEICTABISIICH'
JIK 4 T, @ 15 BaseHmibIX PagOHBaMCD 11a BHYTPEHHIOW —:
JIK 3 T'® —u sucwHion —1 [P —uyacti. TabympoBansl
PaBHOBECHbIE TCOMCTDPHH, IIOJIILIC GHEPrHH, GHEPIHI mepexo-;
.Ros. Ilosyyenmnbie pexy IbTaTsl XOPOUIO CONIACYIOTCS € 3KC-;
NepUM. JaHHBIMH, MpHYeM 06a GasHca TPHBOAAT K OLHIKHM;
SHAYGHHSM, HOKITIOUAS [IJIHHLD GBS3eil MEXKAY GNeKTPOOTPHLA-,
TeJBHLIMH aTOMAMH, M1e GOJbUIHIT §a3HC CYLEeCMBCHHO Jyy-:
we. Coo6uw. XII. cy. P)KXuwm, 1972, 17B51. B. JI. JleGates:

e
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132731p Analysis of the y, band profile of deuterated acet-
ylene in solution at variable temperature. Elbez, Gerard;'
Soussen-Jacob, Janine; Vincent-Geisse, Josette (Lab. Rech. '
Univ . Paris VI, Paris, Fr.). C. R. Acad. Sci., Ser. B
fgvyzs "2%'2‘6"), 543-6 (Fr). The temp. dependence (203-303°K),
V of th:: vs band width of C:Dzin CS:is well explamed by a model of i
o rotational diffusion across a potential barrier. The v‘xbratxor)al ]
and rotational components were sepd., and the potential barrier |
to reorientation was wcaled. as 1.3 kcal/mole. A study of the '
correlation function gave a similar value (1.2 keal/mole).
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16 273. CnekTpbl KOMOHHAUMOHHOTO paccesiiHsi BbICO-!
_KOro paspellicHHs aueThjena, auetiaena-d, M auerTHae- .
"ma-d,. Fast H, Welsh H. L. High—resolution Ramanr—————
spectra of ‘acefylene, "acétylené-d;, and acetylene-ds. «J.!
“Mol. Spectrosc.», 1972, 41, Ne 1, 203—221 (anura.) [T e
C paspcmeniiem ~0,3 oM~! mcemenonanst cnekput - KPi
~ monekya_Co.H, C,HD u C.D, B rasosoit ¢dase. Haentn-/
| HUHPOBAILl YHCTO BPAILATCJBHBIC CICKTPH M 'BpallaTe/b-!
" nas crpyktypa akmushpix B KP ocnopubx monoc 3 psAaal
06epTOHOB, CYMMaplLIX I Pa3HOCTHLIX TOHOB 3THX MoJe-
T xysn. Onpefesenbl 3llaychis DPaIlaTeAbHON H LEHTPOOEHK-|
'Hoit MOCTOSHHBLIX, HYJCBBIX YacTOT KoJcGaHHIT M HEK-PbIX
T OCTOSIHHBIX aHFADMOMMYHOCTH. . M, P. Anuen|




| i ) ,
4 _/é | | eramecn Sovy
CZ | — 209> High-resolution Raman spectra of acetylene,r——
b (

- | _ acéfylene-d,, and acetylene-d;. .Fast, H.; Welsh, H. L..(Dep.!

i

!

1

i

1

Phys., Univ. Toronto, Toronto, Ont.). J. Mol. Spectrosc.:
1972, 41(1), 203-21 (Eng). The Raman-active fundamental.

el ——~— i— pands of CsH3, C;HD, and C:D, excited by Hg 4047 and Hg———
4358 in a multiple-reflection Raman tube, were photographed;

——with a spectral resolution of ~0.3 cm-1, Extensive rotational

structure was recorded for the vy, vz, and »¢ bands of C.H, and,

—(C,D: and the » and v bands of C,HD; Q branches only were

obtained for the »;! band of C;HD and the 2v band of C;D:.!

. ___The rotational structures were computer-analyzed to yield'
’ ' values of », By, Dy, and g, the ir value of B, being assumed.™
- = ! ___From the Q branches of hot bands certain anharmonicity consts.
- i xi; could be obtained. A combination of ir and Raman data,: =

e ' ___which best satisfied a consistency test, was used to obtain the;
‘ equil. bond lengths, r,(C-H) = r,(C-D) = 1.0605 & 3 Aand

——'Em—— ‘ —_r(C:C) = 1.2033 &+ 2 A.
: i :
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(4 [154.) Bpamarc.nbuo-uoneﬁa'i'énbm}m SHepPreTHYECKHil
oGmen. J(HHaMHKa Bpamaloueiics AHrapMOHHYECKOil 4eThl-
pexaTommoii Monexyasl. Hun g Narl Chow. Rotational-
vibrational energy transfer. Dynamics of. a rotating an- .

R “harmonic four-atom molecule. «J." Chem. Phys.», 1972, 57, ' .
‘ ‘Ne 12, 5202—5215 (aur.1.) _ oo
5 . TcopeTHUCCKH s 3aRaHHbIX HAuaJbUBIX 3HaueHuit Bpa-
<' ulaTebHOI 3HEeprHyH H KosieGaTesbHON 3HEPrHH PasaHYHbIX
. Mo lCCAefoBaHa AMHAMHKA Mepepacnpefc/eHis —SHEprild ‘

MEIKAY THMaMi KoneGaHHuil B yeTHIPCXATOMIOI Bpallaoweii-
csi HHENHOR CHMMeTPHUYHON MOJICKyJe. I[Ipn 3TOM BHYTPH- |
MOJICKYJAIApHOE B3aHMOJEHCTBIle OMHCHIBANOCH TPEMS noreH-
unanamu Mop3se. Uncsennbie _pacuerhl NpOBEICHbL 215!
Monexyn CoHa, CoDz 1 CoN2. st MoJeKyJbl C,H, npoana- @
¢ {9?3 A13NpOBaN TaRKE CIyUal, ROria B pe3yJbrarc nepepac-
: npeac/eHiis SHEPrHH MEKAY MOLaMI NMpOHCXOAHT paspuiB

N ;{ CBSI3M, T. €. WMEET MECTO MOHOMOJeKy1Apuasn peaxuns Aucs " E
_ COLUALHH. B . B. ®. Topaneu



(

~

. monic four—atom molecule. «J. Chem. Phys.», 1972, 57

2 H - 9B952. KoacGateabno-Bpamarenbiiniii " ieperioc anep-
Tid. JIUHAMHKa BPAWAIOLENCst aHTapMONIYCCKO ueThIpeX-"

atomuoit Mostekyas. Hung Narl Chow. Rotational-vib-
rational energy transfer. Dynamics of a rotating anhar-
’
Ne 12, 5202—5215 (anra.)

B pamkax kmnaccuu. Teopim Momnomosex. P-UHiT C HCNOJB-
30BaHHCM TOTeHUHANbULIX -1t Mopse a5 Beex cBsi3eit;
HCCACNOBANBl NPOLUECCH BHYTPHMOJICK. NepeHoca SHEeprui i |
AUCCOUHANHH B JTHHEHBIX . CHMMETPHYHBIX UETHIPeXaTOMHDIX |
Mosekyaax Tina A,B, (med. kon. He yutennt). Buinmoamerst
YHCJ/IGHHBIC ‘PACUETLl BPEMEHHOI - '3aBHCIIMOCTI pacnpenesne-
Hist noanoit sueprun (E) mo Kose6aTenbibiy (Ev) u
BpamateasiuiM (Ep) crenensm csoGomut mpu Pa3NHUNDIX
HauaNbHLIX pacnpefiesieHHsiX SHCPIHH IO 3THM CTemeHsy
CBOGOAL! ISt MoJeKya CoH,, C2D, 11 CoNo, ITokasano, yto

=it

‘opueMimyancion Ep sfaveime Er+Ly ouenb 6misko x

7097300 @ ® R

1972

~




Er, npuuey kammgomy MHHHMYMY Ha KPHBOR BpeMeHHOIl

3apiicumoctt g 1. e. na wpupoit En (f)] coorserctayer |

MAKCHMYM KpuBoit Ev (f); cymma  smmimyma En(f) u
Makenmyma Evy (f) Ganska x Er(f) npu ToM e 3nauenin

!, a Kunerny, SHeprust cucremul oGpamaercst B Hyab. Bpa- !

maresnbinas aHeprua nepengaercs BiayaJe OJHOMY Ko.1c6a-
HHl0, a 3atem nepepacnpenensiercs MEXI1Y BCeMH XKo.1e6a-
nnamu. Pacyertwt BBITIOJTHEHBI TaK:Ke a1 AHCCCUHALIONIIOro

' nopora sTux MO.’IeKle‘ H TOKasano, 4TO B 3aBNCHMOCTH OT :
3anaca spaulaTtesasHoIl SHepnHH AHCCOUHHDPOBATH MOTYT Kak

UeHTpaAbHLIe, TaK . BHCIIHHE OBS3H.

M. P. Aauen

¢

's

!

-
i

~



idc?

— 19 B69. chlenonamm H3oruy'roro Tpauc-al;e'nmeua Cill iy <
ToMouIbIo nurerpanbuou Teopembl  FenbMana — deiinmana.’

—Melrose M. P, Briggs P.J. Integral Hellmann——"—
Feynman mvestxgahons of ‘trans bent acetylene. «Theor.!

—chim. acta», 1972, 25, Ne 2, 181—188 (amra.) ;

k I/Iumrpaamxax TeopeMa [enbMana — QeityMana HCMOIb-'

TTT30BaHa {VIT PacueTa PasHOCTH GHEPTHH JHHENHON H H3OMHY-’

TOit sAEpHON KOHPHTYpaAlHil MONEKyJb aueThyeHa B BO3-,

— — | ——06yIeHHOM 3JeKTponHOM cocroaHui 'Au. TLiotHocTs nepe-

X013, COOTB-1lass BOJHOBOIl ¢dyuxuun tuna MO JIKAO,

i

T | T NIOKa3blBaeT, ¥TO H3MEHeHHS GHEPTHT OpGHTAvICHt, AHArOHAMTH-"
3YIOUWHX MJIOTHOCTD TIepexoa, HaXoAATCsl B KayecTB. COMIa-
—_ “"‘CHH C MpaBHAaMK_ Yonma qnns onpeneseHus lpaBHOBECHOH.

77 ;z—f




P 3T
“sUIepHOit KOG Hrypatu. - B To 3Ke pre‘M}l ISt TOKanH30-:
BamHblx MO, MOCTPOEHHBIX H3 THOPHIHBIX AO, mrotsocTy
Jiepexolla He COMNIACYeTC € YCTONUHBOCTBIO  H3OTHYTOR .
AACPHOIT KOHGHDYPALH 1(3TO MPOTHBOPEYHT 9KCMEPHMEHTY). |
DTO O3MayaeT, MTO M3MEHEHHE THODHAM3AUMH O cxeMe’
Sp—>sp? He MoOMeT ObiThb OCHOBHO NPHYHHON H3MEHEeHHS |
PCOMETDHH MOJIEKY/Ibl QUETHJEHA IIPH 3MEKTPOHHOM BO3- !
OyKIeHMH. .. T. K. PeGane;




. 5 391, Hccneposanne mnekoropsix HK-nosoc 12C,H,:
c H M HM3yyeHHE BJIHSHHS KOJNeGATeNbHO-BPAILATENBHBIX BIAHMO-
9*' * neiictenit. Palmer Kent F, Mickelson Micha-
y . el E, Rao K. Narahari. Investigations of several
\\\(‘ infrared bands of '2C.H, and studies of the effects- of vib-
\\‘\- rational rotational interactions. «J. Mol. Spectrosc.», 1972,

\ 44, Ne i1, 131—144 (amnra.) :
N. ¢ Toaysenst HK-cnekTpsl- norsoiennst ra3ooGpasioro aue-
O ugena s o6aacti 1,5—15 MK ¢ paspemtenmen 0,04 eyl
">< [Ilpusenensl WacToTol T oTHecelie KoJsieGaTe/bHO-Bpalla-
TeAbHLIX ~annnit, B oGaacti 15 MK cTpykTypa cBsisaHa ¢

1 m Gohirersion norocod '
‘| IW KO/Tg0ATEJbHOH NOJIOCOH Vs, ABYMSI- KOMMOHEHTAMH TM0JOCHI |

1972

2v5—Vs H TPeMsi — NOJOCHl V4-+Vs—Vy, YTOUHCHL YaCTOTHI '

L, COOTBETCTBYIOUWLIIX nepexoaoB. B oGaacti 7,5 Mk wuaGmio-
JeHa nosoca (vs++vs)? paspeweniasi KoseGarTeablo-ppana-

», TCJIBHBIM B3aHMOJCIICTBIICM, I'Ipou3ncneuo nepeoTHecene !
JHIHIIT TOJIOCHI ‘Vg—-V.;l, BBLIYIHCJ/ICHIIC KOHCTAHTLI ¢4 HA OCHO- -

_“ B2 HOBOIl HYMEPAUHI yAyYIINAO COTJIAaciie C TeopHeil.

‘Onpeieneno OTHOCHT. TOJ0sKelIe KOMIOHCHT ¢ 1t d cocTo- |

sunit A 1 II, ana oGonx cocrosiii c-KOMNONEHTA pblule,

2 7 4acTOT W BpAUlATeNbIbIX NOCTOSIMHLIX B OCHOBHOM Il BO3-
i OyxpennoM koicGarenbhuix coctosnnsix. Buba. 7.
NGy - . M. B. Toukon

¢ '3 -, . uem d. [pupenensl BuIMHC/CHIbE 3HAYCHIST KOACGATEMBILIX |
ARV R
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_states the IIs component is higher than the IT,. ~

X1y - 435~

) 120181w ~ Several infrared bands of acetylene and studies |

f the effects of vibrational-rotational interactions. Palmer,

N

Kent F.; Mickelson, Michael E.; ‘Rao, K. Narahari (Dep.
Phys., Ohio State Univ., Columbus, Ohio). J. Mol. Spectrosc.
1972, 44(1), 131-44 (Eng). Twenty seven'ir bands of 1BC,Hyin 7
selected regions were measured with high resoln. vacuum spec-
trographs. Some of these were studied for the lst time under

high resoln., several mol. consts. were detd. with improvad ac-

curacy, and the rotational assignments were cor. in a few in-
stances. The need to det. the relative orientations of the A states
from exptl, studies has become evident in recent work related to °
C:D;and C;HD spectra. In the present investigation, for the 2 A
states 0000°22 and (0011) the ¢ component was higher than the |
corresponding d component. For the 1st time, a II state was also i
established to have the same feature; normally, in the case of IT ,

A~

' §
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" '9716f Finer details in the infrared bands of acetylene. * Pal-
M.n . mer, Kent Friedley (Ohio State Univ., Columbus, Ohio). 1972,
236 pp. (Eng). Avail. Univ. Microfilms, Ann Arbor, Mich., !

Order No. 72-21,000. From Diss. Abstr. Int. B 1972, 33(2), ,

859.
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CZIN {/ 4B72. 3Oddexkr Pemicpa B UETHIPCXATOMHBLIX MOJCKY- |

& aqax, Petelin A. N, Kiselev A.A. The Renner effect

in four-atomic molecules. «Int. J. Quant. Chem.», 1972,

6, Nv 4, 701—716 (anra.; pes. ¢panu., Hem.) !

Paccamotpenr sa(ext Peiiiepa (B3anmopelicTBie 3JEKT-

POIIOro Il K0ae0aTeJLHOTO YIJOBLIX MOMCHTOB) B 3JCKT-

pounsix 'll-cocrosnusax Jmieiinnix Mosaekya XoYe 1 XoYZ,

TlocTpoena MaTpHua 3JEKTPOHHO-KoJeOaTeNbHOIT 3HCpri,

y 3 MCTO/IOM BO3MYyLUEHIT BO BTOPOM NpPHGMIZKEHIN TOJY-

'l)~ uenul (-asl ans sueprmit yposueil. Ilokasano, uro- mas

¢ © MoJiekyJsl XoYp 3HEpriis 3aBHCHT OT ABYX, a JJST MOJIEKYJ

X,YZ —oT Tpex napaMeTpoB 3JIEKTPOHHO-KosceGaTenbnoro

B3anMojelicTeist. Pe3ynbTarsl IICMOJb30BaNbl JJIs- aHasi-

3a xoseGaTenbHONl CTPYKTYPbl — 3JEKTPOHHNOTO  Mepexoxa

M, —'Zg+ monekyn CoHp 11_CpDp 1t BLIUNC/ICHBEL YACTOTHL

xoneGauuit 11 napas@TpLi* B3aNMOARHCTBHS [/, 3THX Mo-

_ JIeKyJL. ..M P. Anuep !

2. 197374 . * G R
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81366p Renner effect in four-atomic molecules. Petelin, !

C‘/ 0 . N.; Kiselev, A. A. (Inst. Phys., Leningrad State Univ.,
2 H 2 eningrad, USSR). Int. J. Quantum Chem 1972, 6(4), 701-16 |

’ (Eng). The theory of the Renner effect in X.V; and X,YZ

linear mols. is considered. The Renner equations were obtained
with the help of the Born-Oppenheimer method. These equa- |
tions contain 2 Renner parameters for an X:Y; mol. and 3
Renner parameters foran X,YZ mols. By assuming these param- |
8 eters to be small enough, an approx. soln. of the Renner equa-
tions was obtained with the help of perturbation theory. Some :

Ln general qual. results are obtained in the 1st order of the perturba--{
Vv ( (] )l '

tion theory; the 2nd order calcns. are made for some specific !
cases. The theoretical results are used to consider exptl. data |
- concerning the vibrational structure of the I, — 12,* electronic
transition in CoH, and C,D.. The frequencies of the bending !
vibrations and the Renner parameters were caled. for the elec-'
tronic ,-state mentioned. 3 C
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L’;L 1%~ 2 0101, dddekr Penliepa B UCTHIPEXATOMHBIX MOJEKY- .

, , nax. Petelin A. N, Kiselev A. A. The Renner ef-

Z U)a fect in four-atomic molecules.  «Int. J. Quant. Chem.»,
L f.L, AU 1972, 6, Ne 4, 701—716 (anrr; pes. ¢bpanL., HeM.)

PaccMaTpHBACTCS TEOpHs s¢p¢pexkra Penuepa n1s JiHelt-

ppix Modekyar mma XpYs Jf X,YZ. . C moMOWbIO MeTOAd,

Bopua—Omnneureiisepa puiBeaens  yp-mus  Pennepa.

B cayuae MOJCKYJIbI XyY, 5TH yp-inisi coaepxar 2, a B

s coyuae MOJEKYJIbl X,YZ — 3 mapamerpa Pennepa. ITlpexno-

K\h narast STH TNAPaMeTphl JOCTATOUNO MAJIBIMI, aBTOPLI no-

b JYUHJIH . [0 TCOPInI BO3MYIUEHHIT PeIICHHE yp-uuit Pennepa. !
| OG6cyokaCHbl KAuccTB. CJCHCTBiS —H3 CBOIICTB  peIUeHil,
' nafUleHHBIX B TIepBOM Topsake. Pacuetsl BO BTOPOM TO- |
pAZIKe BLIMOJHEHBI JJIS TIEKOTOPLIX yacTHblX cayuaes, Pe- |-
, 3yABTATHL JICTIONB3OBAHE! ST HHTEPIIPETALLIL HaOM0AaeMOll |
. . KoscGaTeblioN  CTPYKTYphl ~ SJCKTPOHHOTO — mepexola
) 1IT,—'Z¢+ B Moserynax Collp ot CoD,. BulusicaicHbl 4acTo-
cpl KONCGAHIi m3ru6a o YrapdMeTPEr PeHHepa IS SJCKT-
nownoro coctosiist ‘M. T. K. Pe6aue

|
|
i
'

?m-ﬁ%—z- ' . EEET
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1202255" Spectrum of acetylene in the S-u region. Pliva, - '
. Jos ep. Phys., Pennsylvania State Univ., University Park,
i Pa.). J. Mol. Spectrosc. 1972, 14(1), 145-64 (Eng). Three
' II—-2,* bands, 2v, + v; at 1959.697 and 1940.003 cm ! and 3»; at
; 2169.166 cm -1, accompanied by 15 2+, Z7-1II, A-TI, and II-II
“hot’’ bands occurring in the region between 1830 and 2250
v‘) ; em™! were measured and analyzed. The Zut-2,;* band 3y + »;
at 2560.600 cm ™! was also measured. The upper states of many
of the transitions investigated are involved in strong vibrational-
rotational interactions causing some effects not previously seen
-in the vibration-rotation spectra of simple linear mols. The \
results obtained were combined with the available information |
from other regions of the spectrum to calc. an internally con- | \
] sistent set of consts. for the ground state, for the Il-states 000100 !
and 0000'1! as well as for the various higlter excited states of the ;
 bending vibrations of C;H,, <

1243
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" 105239, CnekTp auetmaena b oGAacTH 5 MHKPOHOB. :

Pliva Josef. Spectrum of acetylene in the 5-micron
region. «J. Mol. Spectrosc.», 1972, 44, Ne I, 145—164
(anra,) : : :

Mayuena BpamaTteibhast CTPyKTypa 18 BpamiatenbHO-KO-- !

ne6ateapunix MK-mosoc auerszena (I) 8 o6nactur 1830—
2250 cM—! (Tpu nosocel mepexonos THna IIyZy+ 1 nono-

cul 2v4+vs npu 1959,697 u 1940,003 cm—! 1 mosoca 3vs
npn 2169,166 cm~!, conposoxnaembie 15 «rop.» moJjocami

S+—II, 3——II, A—II u II—II). M3amepeHa Takxke Z,+—
Sg* mosoca I 3ve+vs mpu 2560,600 .cm—!. Bepximue co-

CTOAHHST MHOIHX HCCJAELOBAHHBIX MEPCX0J0B YUYAaCTBYIOT B

CHJIBHBLIX Bpallaten bHO-KOJIe6aTe/NbHbLIX ~ B3aHMOMEHCTBHUSAX,

BLI3BIBAIOUIHX HeK-phle 3(pdekTs B o6nacTur G-perneil, K-prie.
pauce ue nabaI0AAMHCh BO BPAILATENbHBIX KOJICOATENBHEIX g

X.1933.x10
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CIIEKTPAX TNPOCTHIX JHHENHBIX MoJeKys. IToayuenunte pe-
SY/ILTATLl COENHHEHB € HOCTynHoit HupoOpMaumeii a3 Hp.
oGnacreit cnektpa I Ha ocnoBe 3THX HaHHBIX BBLIYHCJEH M ;
3aTaly/NHpPOBaH B,IyTPeHHE COTJIACOBAHHbI Habop. MoJexK.
nocrosnusix 1 B ocHoBHOM cocTostHiM, B II-COCTOSHMAX |
0001'0° 1 0000°1!, a TakKe B Pa3JIHUHBIX BBICUIHX BO3GYXK- |
. AcHubIX cocTosnuAX Aed. Ko, I, oo 1T0_pesiome- .

e e
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4 1225, MoNTRyAApHbIE NOCTOSHHbIC AJst KéhopMalnon-
HBIX KoseGammit auermmena 2C,H,. Pliva Josef, Molé]
cular constants for the “bermde modes of acetylene
’(2C2H25 «J. Mol. Spectrosc.»; 1972, 44, Ne 1, 165—182
aHIVL) . ' ) B

C yuerom KyGHYECKHX H KBApPTHUHBIX WICHOB aHrapMo-

HHYHOCTH B MOTEHU. (-WnH H 3dpexrTon KoJseGaTesnbHO-Bpa-

———— . S S

IaTeJbHOrO  B3aHMOMeiiaTBHSA BIJIOTh 10 4-r0 Nopsiaxa nonay-,
YeHBl 00IiHe (-sbl AJIST TaMHJIbTOHHAHA -H €ro MAaTPHUHBIX :
S/ICMEHTOB B 0a3HuCe JKECTKOrO BOJAYKA H FapMOHHY. OCLUHJI- !
JsiTOpa AJs MOJeKyJ THOA auertinena. IlpuBeaeHs! Bbipa- .
JKeHHS NMOCTOSHHBLIX AHrapMOHHYHOCTH, l-yxBoeHnst 1 l-pe-’
30HaHCa yepe3 MoJCKysaApHble napamerpbl. CoctasieHa
‘nporpaMMa AJsl pacyeta 4acToT KoJjeGaTesbHO-BpallaTesb-
HBIX TIEPEXOJOB H MOJICKYJSIPHBIX .NIOCTOSIHHBIX, OCHOBAH-:
Has Ha MeToje HAaHMEHBbIIHX KBagpaTtos. M3 uacror,
~1200 suHui BBIYHCAEHB! 3HaYeHHs: 40 MOMEKYJSPHLIX MO-|

1971

Cr1r02erlty 2999

ctosiHHbIX aasi 2CoH,, xapaxTepusyiomux aepopMauHoOHHbE |

KoneGaHHA V4 H Vs, HX B3aHMOJENCTBHE MeXNy coloft i -
HX_B3aHMOJCICTBHE C BpAllCHIEM. M. P. Annes
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120186b Molecular constants for the bending modes of;
’acetylene. Pliva, Josef (Dep. Phys., Pennsylvania State Univ.,
University Park, Pa.). J. Mol. Spectrosc. 1972, 44(1), 165-82:
(Eng). The problem of the bending vibrations and of the vi-,
brational I-type resonance in C;H: is briefly reviewed and thei
vibration-rotation energy matrix 1s given in explicit form for!
various higher cxcited states of the bending modes v and ws.|
. New extensive data available for the mol. of 12C,H: are used to;.
obtain a set of vibrational, vibration-rotation coupling, and;
centrifugal consts. in the 4th-order energy expression for the:
excited bending states. A set of 40 mol. consts. capable of re-:
. producing a total of ~1200 vibraltonal-rotationat tnergy levels'
with a std. deviation of 0.006 cm ™! is tabulated. i

mez—c c/c; 2999
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120186b Molecular constants for the bending modes of;
lacetylene. Pliva, Josef (Dep. Phys., Pennsylvania State Univ.,!
University Park, Pa.). J. Mol. Spectrosc. 1972, 44(1), 165-82;
(Eng). The problem of the bending vibrations and of the vi-,
brational l-type pesonance in C,H: is briefly reviewed and thei
vibration-rotation energy matrix 1s given in explicit form for,
various higher excited states of the bending modes v and vs.}.
s . New extensive data available for the mol. of 2C.H, are used to;
obtain a set of vibrational, vibration-rotation coupling, and,
centrifugal consts. in the 4th-order energy expression for the:
excited bending states. A set of 40 mol. consts. capable of re--
producing a total of ~1200 vibrattonal-rotationat energy levels
_with a std. deviation of 0.006 cm ™! is tabulated. o

mecc u; 2999
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Q:L H.Q, : l 7 1363. HK-nonocst KOMOHHAUHOHHLIX  KOJeGaHmit -
)C2l2H'). BKJIOuamux cocrosinne 0000°1'. Baldacechy
{Apostino, Ghersetti Sergio, Reo.K. Naraha-.|
. Q’rl Infrared combination bands of 2C,H; involving 0000°1!
state. «J. Mol. Spectrosc.», 1973, 48, Ne 3; 600—603 (anra.) |
Honyuenst HK-cnextpnt  norsoumtennst | rasooGpasiioro-
. auermsena B o6Gaactn 4000—4100 cm~! ¢ paspelueHuem,
A TNO3BOJIHBUIHM ONPEACTHTL UACTOTBI KoJeGaTesbilo-Bpala- |
J"( v VL) TeJAbHBIX Juiui Q-perBeit. HaGoaens nosocsl Kose6GaTedp- .
: nbIx nepexojos 1000°1'—00000, 0100°3'—0000°09, 1001!]!1— -
0001'1%, 1001'1'—0001'0°, 1000°22—0000°1!, 1000°20—0000°] !
mosekyant Co'?Hy u 1000°11—0000°0° Cp"¥D,. IMpusepenut-
© vactotel HaGmopendnx Jauuuit.  Onpemenensl  pasHoCTH ¢
'BpAlLATENbIBIX NOCTOAHNLX B, D, H B HauanbHOM H KO- :
neutiom cocrosinun. OTmeuenst cayuau l-pesomanca. Ila-
paMeTp pesonanca gss, BBIYHC/ACHHLIT H3 MOJYYEHHBIX ua- |
. LTOT, OTJHYAETCsl OT BOJINYHHLI, OMNpeje/eHHoll palee Mo
ﬂgll(-cnempam usayuenns. BuGa. 6. M. B. Tomukop !
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o || 197, 95, (253, saszag.
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12 B225. PasnoctHas moJjoca vs—vs auetniena, Co'2H
}Braund Doris B, Cole A. R. H, Graderf‘F.'f.h
_'The difference band vs—v, of acetylene, 12C,Hy.  «J. Mol.

Spectrosc.», 1973, 48, Ne 3, 604—606 (anra.)

- C nomoupio 2BM Bocnponspefiena BpallaTenbHast CTPYK-
5‘———" — Typa Pa3HOCTHOIl MOJIOCH Vs—Vs (KOJeOATebHEIl Nepexon
Tuna I—II) C,'?H; (I), B oGnacTi 60—200 cm—!, Hceaeno-
———|— paunoit panee B Aanbieit MK-o6nacti ¢ yueroM YABOEHHS
I-tuna. OnpeZeJeniibie NpH 3TOM BpallaTeablbie MOCTOAH-
__uple [Js moJoc vs i Vs I corsacyioTcst ¢ COOTB-IIHMH 3HA-
yeniAMH BPAILATEbHLIX OCTOAHHLIX 1. A. I1. Anexcaunpos
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') 7 0365. PasnocThHas moJjoca vs—v4 anetaena 1#CpHo.
raund Doris B, Cole A. R. H, Grader F. E.
)The difference band vs—v, of acatylene, '2CoHz. «J. Mol.
'Spectrosc.», 1973, 48, Ne 3, 604—606 (aura.)

A~Tloayuen MK-cnekTp norzouwenisi rasoo6pasioro ate-:
2 : . tunena B oGaactn 65—200 cm~! ¢ paspewennem 0,3 cm—h:
J,{ . VL) B caoe 1o 7,4 M npi Aasd. :1“ aTM™, CBSI3aHHBbIl ¢ KoJeba-'
: TeJIbHO-BPallaTesbHOM M0JI0COf Vs—V4 U JIBYMSI COOTBCT-

:  crylomuMi eif ropsiunmi nepexonamu. Ortmeueno [-yaso-
enne annnii, Gosapiuce B P-peTBiu. IlpuBeaensl yacToThl JH-!

HHI TOJOChl Vs—Vs. BLIuHCJeHHLIE MO 3TOi noJjoce MoJe-,

Kyasipuble KOHCTaHTHI XOpOWO corjacyloTcs ¢ GoJee Toy- '
HBIMH JauupiMi. Buba. 7. . M. B. Tonxos
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C JL H 4 : 8 A149.  Pacuer MoJicKyda CgHz, C2H4, Csz, H.0.,
~ N;H, B_npuGaimReTinT AbyX UCHTpOE ¢ OPOMTafiNT CI3TE | -
pImTGyawuen B. IL «BecTH. JIemmrp yH-Ta», 1973, |
. Ne 4, 34—37 (pes. aura.) i
HCCJICIlyQTCSI TPIMEHIMOCTb METOAA  JABYXLEHTPOBOTO
/Pa3IoKellst ¢ MIHHMAIBILIM Ha60POM CI3TEPOBCKIX aTOM- !
; (ubIX opOuraneil x pacuery Mosekysa Biaa Hn,ABHp. Bu- .
Wwan-Ch, | WHCTEHNBIE SHEPTHH BEPTHKABHLIX S/MCKTPOHNBIX NIEPEX0M03, |
2 0. €ila - - DABHODECIHLIC AUTIHEL CBsI3eit 1 HEKOTOpble CHJOBbE TfI0-
L‘A”_ Y Tl CTOSIHBIC YZOBJIETBOPHTENLHO COMIACYIOTCS € SKCIEepHM.
_MaHHBIME_H Pe3yabTaTayi Godee CIOKMUBIX PacerTon.
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