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Qerretby 8459 Gt
o . . 1 1338.  “dnexrporusiii CriekTp IHUMepa xJopHcToro THO- |
C‘f é‘Zié’y Kap6 Huaa, The electronic spectrum of the digler of thio-
L 7 T "5 ~ ; : :
_‘carbonyl chloride. ‘Barrett J, Deghaidy F. g,
.xSpectrochim. acta, 1979, "A35, ‘Nev. 5, 509—519 (anrn) .
ITonyuensr cnekt bx_&ﬂ):nqmou;eu}m AHMCDA THOKapG6o-. &
nunxaopuaa CoCloSy PAacTBOPEHHOrO ' B Tekcare, adupe y
. RS cnnpTe.” Buinosmieno Paszenenne nojoc pa koy..
" NOHeHTH ¢ (OPMOIT, Gur3KofL X raycconoit. "TIpupegeyy
L 27 napaMeTpbl KOHTYPOB KOMNOHeHT. MeTonox NINAIT synog.
- y, .{ HCH Pacuer CTPYKTYpH aumepa. Onomman_rzubxe BeJHYHK
7,7/ Creesr | yrnos CSC u SCS’ cocrasasior 106° y 74°, nanua CBAA3K
vl & *c—sS 1,734, NpHBeAeHA paccYHTaHHas CTPYKTypa AiMepa
H MOJIEKYJISIDHBIE OPGHTHI AJist BO30Y K IeHHbIX SJCKTPOHHBIX
. coctosunit. Paccuntaimsle npannue HCNOMb30BaNK 1 gy,
| repnperaui _cnekrpos. BuGa. A 0 Tonkon
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J,nopuua. Barrett J, Deghai
nicTspectrum of the dimer of thio
«Spectrochim, actas, 1979, A35, Ne
Heenenosan snekTpounsiii cneKkTp
280 uM) mumepa -Txxoxgpﬁolw_n_x«;lgp_tm\(;zSQCh
P-pax rekcauna (II),75¢. (II1) 1 sran
pe cyxoro asora. I mnoayyen nocse MO~
HoMepa H3JyueHHeM rasopaspsaoit PTYTHOIl JlaMnbl cpeg-
HEro AaBJI., OYHINEH BaKyyMHoIt cy6aHManmeii y BHTenel
B BHAC HrOJbYATHIX KPHCTAJJIOB ¢ T-POfi NJaaBienus 114°,
Cnexrp 1 Gua PasnoxeH Ha cocrasasioiye €r0 " MoJsocy
NOMVIOLIEHHS ¢ noMompio DBM. B cnektpe I g p
Gmosamt monocst 235 1 221 ny c SHAYCHHAMM &ymay 1000
, 1 1380 M-lcy—1! ooTB., B p-pe Il 234 y 218 yy (2800

_ 11 3320 M~!em-1 COOTB.), B.p:pe. l._\/_npn_cy_[cmyqr_:rpu‘no-

carbonyl  chloride.
5, 509—512 (aura.)
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" Jocw 218, 72341207 uM. [as HuTcpmpeTauuH nosoc Tpo-

Befenbl pacdetst MO I meromom MO TIITATL -Boiuucae-
. MHSL TIOKA3aJIH, YTO CYLUCCTBYCT TPH BO3MOKHEIX Nepexona,
B Y®-o6nactu: " i bay—>dg(Ag—>Bsy);  big—ag(Ag--
—Big) 1 byy—>ag(Ag—Boy), pacnosoMxenubx B nopsiake .
Bo3pacranusi ‘3uepruu. ITomoca 207 HM, NpPHCYTCTBYIOWAS ¢
Tompko B cnektpe 1'B IV, otHecena K byu—>Qg TEpPexoay. -
W3 pacyera MO creayer, uto bz, OpGiTanb PacnosoNeHa !
BHIIC, YeM b4, uTO cBSA3aHO € yuacteM S—S- B3aumo- ;
AciicTBuit B o6pasosanun MO. __H. H. Mopo3oe
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— /374
f g Jl: (” 7 6 J1692. HccnepoBanme. METOAOM Ja3epHOro Bo3Gyxpe- (
<2 uns (oTodM3UXH BTOPOr0 BO3GYXKNEHHOTO CHHIVIETHOrO \
’ . COCTOSIHHSI MOJIEKYJIbl _QJEQ% Laser excitation study of
the second excited singlet state photophysics of CIFCS.
Clouthier D.J.,, Knight A. R, Steer R. P,
"Hackett P. A. «J. Chem. Phys», 1979, 71, Ne 12,
5022—5029 (aura.)
C noMoLIbIO NEepecTPanBaeMoro Jasepa Ha KpacHrelde Hcs
; , negoBanbl, GoTodu3ny. mpoueccsl B cocTtosiHnn B ('A’
&/té/&/‘;./ :w;flexy.m CIFCS. TloanyyeH cnexIp_ Bo3GY:K/CHHS gg(gg):__
/ Ll , pecleHIHH (B—X), ompencneHl ' KBaHTOBLIC - BLIXOZH
// % ,(fg ch1yopeCieHLLLi, BpeMeHa JKH3HH HHUBHAYAILHEX BIGPOH-
7 A yqux yposueii coctosmus B('A’) 1 Komctants  ckopocty
GHMOJICKY ISIPHOrO  caMoTyulenist  ¢uyopecuenti. — Beg
COBOKYMHOCTb HaGmofaeMuX 3PheKToB oGbsicHena B pay-
xax MojeJil, TMpeanoJaramuleii, 4To 3a Ge3LI3nyyaTeqbHui
pacnaj COCTOSIHIS B('A’) oTBeTCTBEHHO OAHO AMcCOwa-
jonoc Koacbauue, c1abo B3anMOAeiiCTBYOUee ¢ Apyri,
i KomcGaHisME Moaekyanl. BuGn. 33. B. C. HUsano
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%fﬁ doror U827 Wsyséiiiie WeToRoN Hasapitoro 030y NS
hoTodumsiniar sroporo: pos, MACHHOrD | CHHFAETHOTO COCTOM-

: 'St wodiekynit CIFCS, Cfuthier.D.J., Knight A. R
Steer!R P Ha cketi#B A, Laser excitation study o
v-ihe;-secqu;e'xci_ted sing’l%lgf{statetﬁﬁotophysics of CIFCS.
<J.. Che ~Pliys:», 1979, 71" Ne 13%: 50925029 (anra.)

- TIpn momony :TepecTpaliBaeMoro. Jlasepa Ha ' KpacuTese

CI'LZ/Z/ ;Bj__QﬁﬂﬂCTll,';i26O—280 HM 1IpH ClleKTpajmHOM pa3petueHiiy
A 2 ?.3;mf;f_-,moaﬁym;amx HEHIIBIRY asiplble pubpoiiile ypoBHI
,‘( . ‘er(!A;'-)‘(ﬂ‘,"”ﬂ"}).l“S;;-’éOCTO'ﬂHl[i’I_-4Hp'ZII(Tli'IECKII «H30/IHPOBAH-

 HEIX> Monekya CIFCS (1 ﬁf_»r“aaoaoﬁ aze (masa. 0,1 MM)
‘mp pe; 2248 Tias Mel(m)‘_ ijf,'énexczpm [goiﬁy;xnemm ¢dayo-
“pecitentiin { (dn) 1 B mepexome BIA'—X'A’(Sy>So)- cith-
XPOHHO. CO. CNleKTpaMu moriomennst I, kpant. BHXOAE
Dp IL.BPEMEHE  JKHIHE Tp BoaGyxAenHoro coctosuud. s
13 muanBHAYaNBHEIX BHODOHHREIX. yponHell, BO3GY#AAeMEIX
CBETOM' B objlactit. gnun BoJH " 266,50—274,45 BM, BumIC-
JIeNH  KOHCTaHTH CKOpacTi: H3jydaTtenbHoft (k) n Geswas-
Jiyuatencuoft (kn,) Zesaxtusamui Sg-cocrosmnst I n. xau-

i‘ CTAHTH . CKOPOCTI - TyLueHila S2°COCTOSIHRS ' CTONKHDBEHHAMI

SHEPriil BHIlle. HYNEBOrO KoMeGar, - YpoBHs Sp-cocTostiis
! 1ipu -nepexoge OT"  'BHGPOHHOFO - yposust 19'3,! 1 14%;!

{ oCJe/0BaTe/ILHOE YCHJIENHE BO3MYLiennit. NepBHYHOro 3a-
CeJIAeMOro COCTOSIHHSA, HpPHBOLALINX K. Tpekpamennio Gy
UpH SHEprui  BO3GYXAEHHSA, .. NpeBHIIAOMIe] 3000 ¢!
OTHOCHTEJLHO HYJIEBOTO K0Je6aTe/bHOrO ypopiis, Bemmunnu
Ry 3HAUHTENBHO MeHblue anavennst 1,07-108 cex~!, noJjy-
YIEHHOTO PACueTOM Ha_OCHOBAUNN .CHJILI ocuIIATOpa Aast

HHE YaCTHTHO OGYCTOBMNEHO CHJbNbiN HCKaKeHNeM Monek,
reoMeTpunt. I npu. mepexoge n3 COCTOfHNS Sp B cocrosinne
S2,-4TO. NPHBOANT K HapymleHuio, . npasusa Crpuknepa —
Bepra. ‘Bemnunnnt k, naiigen pasnumMi (1,2—1,6) . 10 5/

MOMy. IDOLECCY TYWEHNS; CeHentst Tymems Q=18—24 A2,
O6ey:Aal0Tcs 'BOIMOKHNBE NpHinHLg MaJocTH  Besiunyy
knp naa Sy-coctosmns 1. Tpousseneno comnocrabJenne
pasuocteli AE suepruit So- 1 S;-cocrosmmii H TJIoTHOCTE
yposseit p(S)). B S;-COCTOmUm',_axansueprem'x. C Kole-
GaTeJBHLIMH, YDOBHAMI S.-coctosiings, jam Mosekyn I g
CIoCS, npaowux @i 13- Sp-cocrosmusg, ¢ aHAIOr YRy
AauubME Jast Moxekyn FoCS ' BraCS, g K-PHX Takag
da orcyrTeTByer. Pesyapraru conocranJein s NoKasugpaigy
UTO’ BHYTP. KOHBEPCHS Sr—+& Bo Bcex sty . MOJlekynax

ToJKHA: NPOHCXOANTL ¢ MpHMepHo QAHHAKOBEIME, cKopg.

TAMH, TaK 4T0 Oa I iy Cl,CS g3 2-COCTORIHNA g So‘

KeT OHWTh NpHNNCaHa. cubioMy 3aMelUIeHHIo Takof; Koit-

epciit. MutepkomGunan. komsepeun g 2-COCTONMAIE. 1o,
. HANMOMY, HMEET MaJyl0 BeposTHoCTS, Strdexr 051,,;.:,,;;

’xa' ocHOBE MOJEJH, carmacho "K-poit enuncy

! / y’ | € MoJekynami I: (kq). Haiigeno, uto ¢ yBeanuenneM -BHyTp. |

(274,45 uM) x yposmio. I4t (266,50 .uM)  penmunna Ay,
Bo3spacraer ot 1,3:107' a0 5,2.407 cexk~!, & yMmenbmwaercs [
o1 1,60-107: no 0,71.107 cek~!,” @p-—or 0,54 no 0,12, 8
Tr— 0T 36 z10 17, Heek. Takas 3aBHCHMOCTH yxasuBaer Ha f

nonock noraomenns B<=X monexyam I. Taxoe pacxozxpe- [

/MOJIbCek, UTO COOTBeTCTRYeT llmb(b'ysuOHHO-I{OHTpomlpye-" '

DEHHHIM “Mexg.
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HH3MOM - Ge3HI3VuATebHOM Je3aKTHBAUHH  Sp-COCTORHHS
SBJASETCA AHCCOMHMALMS C OJHOrO HH3KOJe:Kallero KoJje-
GatenbHOro yp@lisi, ciaaGo B3aHMOJeiiCTBylollero ¢ Ap.
HOPMaJIbHEIMH * KOJICOAHHAMH NyTeM aHrapMOHHY. CBA3H.

~ B. E. Ckypar .
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CLFCS

J 92: 85207v Laser cxcitation study of the sccond excited

singlet state photophysics of carbonothioic chloride fluoride.

Clouthier, D. J.; Knight, A. R.; Steer, R. P.;. Hackett, P. A.

(Dep. Cher. Chem. Eng., Univ. Saskatchewan, Saskatoon, SK

Can. S7TN 0WO0). J. Chem. Phys. 1979, 71(12), 5022-9 (Eng).

A tunable dye laser was used to. excite selected single vibronic

A GrLES 7,¢fé_vels of the B(14!) state of CIFCS in the gas phase. Fluorescence
/ (B — X) excitation spegtm, théa.ntum yieclids, and. cited' state
lifetimes were measured. adiative and nonraciative deca

;p/. CleisérZe consts. and bimol. self-quenching consts. were caled. for eac})'(

selected state. A model in which a single dissociative vibrational

mode provides - the sole nonradiative decay mechanism is

_proposed. S

Cq 920 24 ~7D




N R {774 7979
6’[‘%‘&’/) 196179,  KoneGateabuniit criekrp CSFCI, Yayuuiennbii
s — Ha00p TOCTOSIHHBIX AHTADMOHHYHOCTH, FAPMOHMHECKMX Ya-
CTOT, HCMpaBJeHHOE BHYTPEHHee TrapMOHHYECKOE CHJI0BOE
noje. Hamm R. Schwingungsspektrun: von CSECI. Vol-
Istindiger Satz von Anharmonizititskonstanten; harmo- -
nische -Schwingungsfrequenzen: korrigiertes harmonisches
3 inneres Kraftfeld. <«Z. N)aturforsch.», 1979, A 34, No 3,
2 . 325—332 |(HeM.; Pe3. @HIMIL ’ ;
A1 /7 ' B o6aactH 300—4000 cM—! u3mepen FK-cnektp raa. }
- CSFCI. HcnoJap3oBana onth. syeiika ¢ JAAHHOM TOTJI01 310> -
s - 1ero «cost 20 20 a. B cnektpe naGmogaercs Goabinoe wie- -
- ' 710 06ePTOHOB H COCTABHHX Mosoc. Ha ocHoBauun ananmusa .
' MONYHCHHBIX JaHHHX MPOITOKEH CAeL. YAYUCHHb HaGop .
- MOCTOSTHHBIX AHPAPMONHYHOCTH, X{j, TAPMOHMY, MACTOT @;
(B ;OM'I): xu=——7,5, X|2=—7,5, x,3=—3,0, x14=_5-0..
xXi5=—38.5, X16=—18, Xp=—%5,0, Xp=—80, . xyy=—75, !
3 ).'25=‘—1178, x25—_‘_,—,_x_6}9_)__vx33=_:1)07 '53{?_3101 'x35=_‘2,5;-. )

PGS
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Xe=—20, xu=+90, xi5=0, Xi=—50, Xgs=+12, Xso=
=19, xe=+1,0; m,(c__s)—_-|1293,4o, (QQ(C—F)=1.049,40,

* Buasenns Fij (o man/A, man/A 2 a): F ="
i ) M paa? manfpan): Fes/cs
=6,838,  Fcs/cr=0,845, ‘Fesyca=0,197, Fesyscr=0,726,

03(C—Cl) =632,70, 4 (SCF) — 419,00, ws(SCCl) =323/10,
o¢(srena.) =570,40 1(32S 2CF%Cl). PaccunTa’o rapMOHHY.
ainosoe mone ((Fij) H aMmmumiTyAH KOJIeOAHHIT MOJEKYJIbl.:

* Fesscc1=0,365, Ferjcp=6,082, F 0429, Fcr/scr=
) ’ y JCP =y , CF/CCI=Yy » P/
| =0513, Fersoa=—02378, Feayca=414l, Fecyscr=

: =—0,701, Feci/sce1=—0,250, Fscrlscr=2136,- "

IiSCP/sccn=l,l44, Fsgcuscer=1976, Frrenassnsaa™

B. M. Q(oaﬁa i




CELry

Jiies 247,
%’/l’acryy

P EY %

Cy277724/ e KG o/ 7579
9 J1489.  KoacGateabnniii” cnektp CSFCL. Hamm R.

Schwingungsspektrum von CSFCI. Vollstindiger Satz
von Anharmonizitétskonstanten: harmonische Schwingun-
gsirequenzen; korrigiertes harmonisches inneres Kraft eld.
«<Z. Naturforsch.», 1979, A34, Ne 3, 325332 (uewm.; pes. .
aHraL)

Ho}xyuenu‘HK-cneKprl (4000—300 cM-') rasoo6pasto-
ro CSFCI (I) u ero H30TONHY. NPOH3BOAMBLIX B KioBeTe. ¢
s dekTupHOl Aminoit 20 M npH AaBa. rasa 20 My PT. CT.
_Hpentuduunposanst nonocw o6epronos n _COCTaBHBIX_KO- .




neGaunit 1. Mmeucumme' 10710CH 612,4; 10149 #
1257,4 cm—! mpunucaibl koseGanuam Vs V2 # vy 1 coot-

BETCTBEHHO. npeu,encubl' KOHCTAHTH aurapmommwcm \

Kone6aTeNbHbIX nBHKEHHIT H aiaucnus yacToT ynmamen-
TaJbHbBIX KoOJeOauHit 1 (c yueroM aHrapMOHHYHOCTH 3THX
kone6annit). IlpH conocTaBJjieHi koneGarebibX CTIeKT-
pOB BBIUHCJEHD KOHCTauTH -BaJIeHTHOTO cunosoro noas 1
§ ero M30TOMHY. aHajoros. Cunosble nocTosiHube cpsselt
C—S, C—F u C—Cl pasitl 6,838; 6,082 1t 4,141 /A
COOTBETCTBCHHO. Tloxa3aHo, 4TO peJiHuHibl KoppeKTHleO-
X 4JeHos, KOTOpble YUHTHIBAIOT aHrapMOHHUHOCTD KoJne-
Gannit 1 1 nenosb3yloTcs ansa onpepeicHis r,-CTPYKTYPH
3TOr0 CcoejHuenus, oTanyatorcs Ha 1% ot auayennit KOp-
PEKTHPYIOLLHX 4JCHOB, nosydeHHbIX  TIPH npu()mnxemmx
BHIUHCTICHHAX - KOHCTANT cu0BOrO M0 L N. B. A
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24 B340 crpykTypHms ‘Pa3nHunax MeXNy Tpudrop- -

Mcnmcynbcbounnxnopunom (CF;SOgCl) H

METHACYABO- ;
- Huaxaopunom  (CH;SO,Cl). M3 ver Ist

van, Har- i,
gittai Istvan. On the structyral differences between: .
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trifluorom 1yl sulphozyl chioride (CFsSO:Cl) "and met-
“hane suiphonyl chloride (CHsSO.Cl). «Z. Naturforsch.», .
1979, A34, N2'7, 911—913 (anra.) ' e
IMoaysmnrpruecknM Metomom IIATI/2 ¢ yuerom.d-op- !
Gutanelt atomos S u Cl nmpoBefleHB pacueTH MOJEeKYJ TPH= * -
¢dropmeruacyasponnaxaopuaa CFsSO.Cl (1) 1 MeTHaCyJb-
‘donnnxaopuna CH3SO,Cl (I). OnTHMH3HPOBAJIH AJHHY l
cessn C—S. Hafnennme 3navenns [ cocrasasior: 1,807 A
(1)'u 1,759 A (II) (sxcmepum. yanuuenue cssu C—S npu
nepexose ot II x I Al=0,09 A). Pasnesncuie 3HCPriH Ha
cocTaBAsoOLLHe NOKa3wBaeT, uto npu nepexofe ot Il x 1
BO3pACTAeT 3JICKTPOCTATHY. ABYXUEHTPOBHIH BKJIaJA H YMCHb-
uraercst (no aGC. BelMuHHE) COOTB. PE3OHANCHHIT BKJIaL,
TaK 4YTO CYMMapHBIii ABYXUECHTPOBHA BKJaJ £sc H3MCHACT-
ca ot —0,87 ar. ea. (1I) ao —0,72 ar. ex. (I). Auano-
THUHAS TeHJeHIHsl NposiBaseTcs B HHAckcax BaiGepra cpf-
3n C—S, pasumx 1,089 i(II) u 0,925 (I). dTu n3MeHeHus
O0bACHEHN 3JIEKTPOHOAKIENTOPHLIM H, COOTB., 3JIEKTPOHO-
noHophuM xapaktepom rpynnuposok CFs n CHa. '
e T - R B. §I. Becnanon
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6)// c)ﬂ,ég CMETHJICYbLGOIHXTOPHIOM (CF3502CI) " METHICY b |
S El"-lmxnop;mow (CH;SO.Cl). Mayer Istys n,. Hary!
; ittai Istvan On the structural differences - betweer. !
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trifluoromethyl sulphonyl chloride (CF3S0:Cl) and met-
hane sulphonyl chloride (CH3SO.CLY  «Z. Naturforsch.»,
1979, A34, ‘& 7, 911—913 (anra.) R . '
[Tony3MaL)HYCCKHM MCTOJOM MIIAI/2 ¢ yueTom d-0p- .
Gutaneit atomos S u Cl mpoBeicHHl pacicTs MOJICKYJl TPH-
¢dropMeTiICyAb(OHIIXIOpHA CF3SO.Cl (I) u MeTHACYJb: :
dounaxnopuaa CHaSO:Cl (11). OnTuMu3HpOBATH LJHHY
ceasu C—S. Haiifennsle 3HaucHis ! cocrapasior_1,8C7
(1) 1 1,759 A (1) (3KcncpHM. YAJHHCHHC cpsizn C—'. 7
nepexoge ot I x 1 Al={0,09 A). Pasnenchue 3v~T.ad HA
COCTABASIOUIHE NMOKA3uBAET, YTO MPH nepexoae ot In.x I
. B03pacTaeT 3JeKTPOCTATHY. TBYXUEHTPOBHIT BK/AML JI YMCIIb:
‘maetest (mo a6c. pediuHuEe) COOTB. pesoHaliCHbIT BKJAaML,
TaK uTO CyMMapHHI{ ABYXUCHTPOBHUA BKJAL EsC H3MeHACT-
‘e or —0,87 ar. ex. (II) no —0,72 ar. en. (I). Anano-
CHUHAS TCHEHIHS TPOSBJACTCA B HHAEKCAX Baiibepra cBst-;
an C—S, pasumx 1,089 (II) H 0,925 (I). DTH H3MEHCHHSA:
O6DBICHCHN 3JCKTPOHOAKUCNTOPHEIM H, COOTB., 3JICKTPONO-
JOHOPHHM XapaKTepoM IpynmHpoBOK CF; u CHs. ‘
N S S ' B. §1. Becnanos:
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CI{/;, ‘S Ké 6 B117.. ¢o1‘o'3.ne~krp;muble. cn'cmpbx nier-a-ﬂcy.v;::q;e‘mm;

XJ0pHAa M MeraHucyabdennabpomuna. Nagy-Felso-

C// 5‘5 buki Ellak, Peel J. Barric. The photoclectron
'3 Z spectra of methanesulfenyl chloride and methanesulfenyl
bromide. «Phosph. and Sulfurs, 1979, 7, Ne 2, 157—160"

(aura) .

HMamepennt ¢oTossekTponnsie CNICKTPBL ¢ BO3GYKACHIIEM

P " He-I Monexy‘.jn CH:SCl 1 CH;SBr, monyuyennpix IIPH KOMH.

e T-p¢ B TrasoMasHLIX pP-UHAX TaJOreHHPOBAHIS MeTHJMED-
W7 ’ kanrana CH;SH. Hutepnperams. CNCKTPOB MpOBefeHA }I{)a
W/é{% OCHOBE HESMMHPHY. pacyeToB BaJeHTHHIX MO B MuHIMaL-
-HoM Gasnce OCT-3T'd ¢ noMolbio paspaGoTaHHOro amTo-
paMil METOAa MOAeJLHOro MOTEHUHANa AAS  BajcHTHOro ,

npuGaukenns («J. Chem. Soc., Faraday Trans. II», 1978,

74, 2204). PacuetHple pesyabTaTH Xopouro coryiacyiores

'C RAHHLIMIL mosmoro weammipiy. pacuera-CH3SC 1 ¢ 3Ke-

nepuventoM. Henospsosano Takke  comocTapnemie  co

E cnektpaut - CH;SH, SCl,,  S(CHi)s. B cnekrpax oGenx

G E




Modekyn Habaonaercst mo 7 mosoc. ITepBblit moTeHuual
. nounsawun  (ITH) otmecen x MO cummerpun a”, noxaan-
30BaHHOIl Ha aToMe S C pa3pbIXJAIOULEIT MPIMECHIO 71p-0p-,
Outaan rasorena. lectoit u 7-it IIU cootserernyior MO,
Jokamnzosannbix Ha CH;, a 5-it —o-casu CS. Cymect-'
BeHHOE OTJHYHE MeKAy CcheKTpaMu Hna6aiogaercs B 06-
Jdacti_ 2-ro —4-ro ITM. Oucup y3kuit- BTOpPOil NHK AJs,
CH3SBr cootseTcTByeT Henome/cHHOil 3/CKTPOHHOI mape
atoMa Br. Ilns CH,SCl tpu nuka nmeror NPHGIH3HTENBHO
oannaxosyio wupuny. Cuesan BHBOJ, YTO Pi—pr-B3aHMO-;
Aciictpie mas csasu S—Cl Goabiwe, yem aas S—Br. -

oy s T e M. Todpman
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\ 10J1197. OG asnextponnom cTpoeHHU XJ0PAHMETHA-
>cy.ubt}nw.a. Tapacenko B. C, JloGanos B, B,
Tonmuuit B. A. «Bectu. Kues. mosmrexi, Hu-ta. XuM.
"MaUWHHOCTP. H TexHos.», 1979, Ne 16, 28—30 -

- Tlpubenenst pesynsTath Ksan CHMHY.  HCCJIeOBAHHA

SLerent o . xnopmn\mnmc[\:’nb%xma metotoM CCIT MO JIKAO B npu.
JIIRCE /2. Tlonyuennsie nauusie o pacnpesese-

WW VHH SJICKTPOHHOH MJIOTHOCTH MO3BOJSIOT OGBLACHHTL Heko-

TOpblC XHMHY. CBoiicTBa XJIOPAHAKHICYIbGHAOB K Xopotio
'KOPPCJIHPYIOT C pe3ysibTaTaMH (GH3HU. MeTomoB HCeae0-
- BAHHA — LHNONBHBIMI MoMenTaMu SIKP 35C|, Abtopedepar
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(-H-5-ct B T
45108. Kondopmauus H reoMeTpHs 2-1uo¢pencynb(po\
: , \uuaxsopuaa, . M3yuCHHbIC ~ METOLOM anekTpoHorpaduH.
[&e;[/ﬂﬂ ; JBrunvoll J, Hargittal I, Székely T, Pap-
palardo G. C. Conformation and geometry of 2-thio-
phenesulphonyl chloride as studied by electron diffracti-
on. «J. Mol. Struct.», 1980, 66, 173—180 (aura.)
~ MeTooM ra3onoit sjeKTponorpauit n3yuexa CTpyKTypa
MOJEKYABl  2-THODEHCYJIbONIIXIOPIAA (I)., Ycranosneno,
wro B | peamisyercss KongopMmauns, B K-poil’ TJIOCKOCTH
il L ./, CSCl n matnuienuoro Tio(enoBoro Koablla B3aHMHO Tep-
NeHaHKYAspHbL. CrpykTypubti anann3- 1 mpopoauics mnpi
Ez72L, (A" - pa3miuibIX NPE/TONOIKEHHSX - OTHOCHTEJIBIIO  1eBapbHpye-
¢ MbIX TapaMeTpoB. IIpi STOM OCHOBHEIC MENDBAAEPHLIE pac:
“cTostHHS (TM) ‘1 YOI MEHsJIHCh B CJeA. npenenax: S—C
171,6—172,2, (C—C)ep 137,3—139,2, C—H 106,9—107.2,
S—H 171,8—173,0, S—Cl 2041, S=0 142,0—142,1,
" CCC 112,4—113,1° &S—C—S -121,56—121,8°, tC—5—
2C1_100,6—101,2°,  <XC—S=0 109,0—109,8°. ,
: B, Cnupuponon

o e




— G770 G5 74 (940
gﬂj‘[f_g 9 J1748. CreKTpOCKONHsI H3JYyYeHHsi BTOPBIX B030yX- i

AeHHbIX, cOCTOsIHNA THOKapGonuaos, 4. 1L XaopdropTHO- -
xapGonnn. Second excited singlet state emission spectro-
scopy of thiocarbonyls. II. Thiocarbonyl chlorofluoride. .
Clouthier D. J, Knight AL R, Steer R P,
Hackett P. A. «<«Chem. Phys», 1980, 48, Ne 1,
13—20 (anra.) :

HccneoBanbl cnektpu Henyckauust mosekya CIFCS npu
CeJeKTHBHOM BO30YXKAeHHH BHOPOHHHX YPOBHed BTOporo
Bo30yentoro ciurerHoro cocrosunsa. HaGmonanace
HCKJIOUHTENbHO pe3oHaHcnas QayopecueHuns, B cnexrpax -
npeo6aafaloT  NpPOrpeccii Av/=0, 1, 2... u Av/’=
=0, 2, 4... . Ilokazano, 4TO HH BHYTPH-, HH MeXMoJje-
Ky/fipHble TPOLECCH He NPHBOAAT K HCYETHHIM H3MEHeHH-
aM Ave’ M UTO B YHCTOM Tras3e CTOJKHOBEHHSI TNpHBopsT
K 3/1eKTPOHHOMY TYLIEHHIO BO30OYXKAEHHBIX Mozexkya. (Y. |
cm. Clouthier D. J. et al, «Chem. Phys. Letters», 1978

59, 62). : _ B. C. Usanos
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- Qroprzetes G5 F4 /286
&éfcs - 17°B158.  CmeKkTpocKonHst HCMYCKaHHs BTOPOro  BO3-
GyXXACHHOrO CHHIJIETHOrO COCTOSIHHS TokapGouunaos. IL
Xnopdropuctnlit  THokapGonua, Clouthier D. I
Knight A. R, Steer R. P, Hackett P. A. Se-
cond excited singlet. state emission spectroscopy of
thiocarbonyls. II.~ Thiocarbonyl. chlorofluoride. «Chem.
_Phys.», 1980, 48, Ne 1, 13—20 (aura.) _
M3mepetibl CHGKTPb! HCMyCKauis B (*4,)—~ X (*4,) ras-
xnopdTOPHCTOrO TioxkapGouuna CIFCS ¢ ucnoab3obanienm
3030y TAONIIX TA3CPHbIX nmimit  264,18;266,49; 270,45
1t 274,46 1M, HAKAUHBAIOWIX PTOPOC BO30YWKAEHHOE CHu-
* prreTHOE COCTOSAMHIC; MOBTOPHO H3MEPCIHbl TaKi(e  CIeKTp
KP CIFCS B xuax. cocrosut. HaGmogaemsie cnextpel
HCMYCKaHHa CBA3alibl TOJLKO. C pesonancuoii dpayopecuen-
wieii; JIOMHHUPYIOUINMI B CHEKTPAX SBAAIOTCS MpOrpecci
Av; =0,1,2, ... (sax. xor. C—S v =567 cu),

‘Avg =0, 2, 4, ... (smemnockoctioe ned. Kox. vg =
=539 cM-1). B cmextpax He uabmoAacTCA M,

2 /920w /L

o

Z

Ao h ; ,9,'

V(e




. 0
COOTB-LHX MCPCXOAAM Avg= +1, £3, urto CBHAETCIb-

cTByer O CTPOroCTH Mpapitia otbopa Av;=0, D5 v
- Paccuuranbl npoduan &dpanka—Kongona 11 nporpeccii
13 ncxoxs M3 MacToT B-cocrosmsa v; =567, 950, 590,
310,225, 448 cm-! cooTB. Aaa i OT 1 no 6 u mokasauo,
- yTO BapHalHH JJHH ceaseit C—F, C—Cl u yria CICF

Mano BAMAIOT 1A pacuerhbie _npodui uuTeHcHsHoOCTEiH,
K-psie, OAHAKO, OucHb yyBcTBUTEbIB K H3MEHCHHIO

JUIHHBL CBA3H C—S. Coo6ui. 1 cm. npen. pedepar.
B o T i b. B. Paccanuu

,f.cP‘-
’J\a cc
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93: 16116y Sccond excited singlet state emission spectroscopy
of thiocarbonyls. II. Thiocarbonyl chlorofluoride. Clouthicr,
D. J.; Knight, A. R,; Stcer, R. P.,; Hackett, P. A. (Dep. Chem.
Chem. Eng., Univ. Saskatchewan, Saskatoon, SK Can. S7N
0WO0). Chem. Phys. 1980, 48(1), 13-20 (Eng). Single vibronic
level emission spectra were measured for 4 excitation wavelengths

> ) pumping the 2nd excited singlet state of CIFCS. Only resonance
&/Z(Z/Z/;é fluorescence is obsd. Progressions involving Av'y = 0,1,2,..., Av"g

=0, 2, 4.. dominate. Anal. of the spectra indicates that neither
intra- or intermol. processes lead to odd Av's changes and that
collisions in the pure gas lead to electronic quenching of mols. in

the excited state. » ,
Nv-2p 7
g .
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Orr7 /72888 /55, £5 1980

937 158422u The B('A") + X(*A') spectrum of carbonothioic
chloride fluoride. Clouthier, D. J.;" Knight, A. R.; Steer, R. P,;
Judge, R. H.; . Moule, D. C. (Deg,Chcm. Chem. Eng., Univ,
Saskatchewan, Saskatoon, SK Can. STN 0W0). J. Mol. Spectrosc,
1980, 83(1), 148-60 (Eng). T'he vibrational atructure of the first
strong electronic transition(B1A'+=X14") of CIFCS was analyzed.
Four excited state frequencics were identified. The excited state
is nonplanar and has a barricr to inversion of 22000 cm-! and a
C-S bond which is ~0.5 A longer than the ground state.

93: 158423v Determination of the Bo constant of benzene,
Kauppinen, Jyrki; Jensen, Per; Brodersen, Svend (Dep. Phys,
Univ. Oulu, Ouly, Finland),- J. Mol. Spectrosc. 1980, 83{1),
161-74 (En;{). The v IR bund of gaseous CsHs was recorded at
a resoln. of 0010 cm-!, The anal. yields a no. of constg,
yrimarily Bo = 0.1897543 % 0,0000061 cm-1 (utd. error). This no,
Is in perfect agreement with o value detd. from a recent anal, of
the vy Raman band, -~~~ - : ]
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% 8 b181. Cnexfp " cnctemst B('A")—X('A") CIFCS.

7

© 38500 cm~!, cpsizaHHBIe C TICPCXOAOM B\’ —=X'\A’. Ias

Clouthier D. J, Knight A. R, Steer R. P,

Judge R. H, Moule D. C. The B(*A’) «X(!A") Spe-
ctrum of CIFCS. «J. Mol. Spectrosc.», 1980, 83, Ne 1,
148—160 (aura.) ‘ w
V3Mepenst 3JCKTPONIble CMEKTPbl TOIVIOULCHIST MOJEKYJ ;
CIFCS B rasopoii ¢ase (0,1—100 a») B oGaacti 35 300— |

s

. mpemoTBpalleniis  (poToxiM. anmepusamun C:FCS  nmorso-

IaIolylo AYCiiKY TOMEWaJi BHYTPb CnekTporpada Hemo-

- CpCACTBCHIIO 3a LIEJIBIO, H3Jay4YcHIle HCTOUNHKA Ipeigapii-

TeJAbHO AMCICPrHpOBa/l I ICNOJB30OBAMI CHCTEMY (IALT-
pos. [lpopeaen amann3 KoJeGaTCabION CTPYKTYPHL H3Me-
pelHoit crcteMsl mosoc. OmpeesieHBl 4acTOTHl KOJCOamInT
CIFCS B po30y:icnnom cocrosmimi: v;=>566 cM~!, vz=
=590 cm~!, vy=3l11 -c.\r", ve=448 cm~l. K3 wacrtor v,

E—)

- = mesvvsrenvrre

<
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JIs° OCHOBHOTO 1l BO30YKACHHOTO COCTOSIIH TIU IMitnpn.
cooTnoueHio Kaapka pacculitalio yBeJnueine  paccTos-
nisg C—S npx NPOMOTHPOBAHHH Tt-3JeKTpolia (t—m*),
panHoe 0,48 A. Paccuurantoc Ji3MeHCHIe  AJHHbL CBA3I
C—S xopowo coraacyercss ¢ MAHHEIMIE AJ% Cl.CS n
. H.CS. TITokasano, uTO MOJEKYJIE CIFCS B cocrosmut B
{HMeIOT HEMJIOCKOC CTpoCHIiC € HHBCPCHOMIBIM  GapbepPOM He
amenee 2000 cm—!. Ormeueno, UTO BBLICOKIT Gapbep HHBCP-
i cHH B BO30YMAEHHOM COCTOSIHHH CIFCS cornacyercs C -
obuieit TeHAeHIHCt yBeJIUCHHS BBICOTL Gapbcpa C yBe-
JIHYCHHCM 3JCKTPOOTPHIATEIbHOCTH ATOMOB, CBA3AHUDBIX C
- THOKapGOMIILIOfL . TDVIINOIL. ' . ..C b. Ocuu



x 152

~1,11422. §uﬁpouuuﬁ aHaJH3 SJEeKTPOHHOro nepexona
B‘A,inn*)«X‘A1~-mocpocreua. A vibronic analysis of

the B'A,(nn*)<X'A; electronic transition in thiophosge-

4 ne. Judge R. H, Moule D. C. «J. Mol. Spectrosc.»
M " 1980, 80, Ne.2, 363—373 (aura.) '
LEICIIL) CrnexTp gomomemm monekyan Cl,CS B o6aacti mo-

/Zﬁ? 2l ~  noci B—X c¢dororpadupoBai co CpelHHM pa3pelleHiey
(7472 _ (B mepBOM TOPAAKC 6-meTpoBoro crnexrporpaga J6epra
¢ pelICeTKOi, umetouteit 4000 wrpixos/MM). CrekTp upes.’

pbYaiiHo CJlOXKeH M TOJIbKO OKOJIO 309 nabmonaeMux

KOJICGATE/BHEIX TMONOC YAAM0Ch OJHO3HAUHO MHTCPpery-

posaTh. B cmektpe JIeHTH(MHIHPOBAKE NPOrPECCHH, CBsi-

3aHHBle C KOJeOaHHSIMIH v, v u v/, Iaa pana moaoc

naGmofajock AyGnernoe  HHBCPCHONHOC paculenaenye

Ouenelitt Gapbepbl HHBEPCHH BAOJDL HanpasJeHHil KO/leGa.

45,/,4// /V/ 7 HHT V4 H VI Bn‘Gll 19. R B. C. Usanos
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Aasor-indueed fluorescence excitating ane “trum
of thiophosgene cooled by supersonie expansion, Yaaudey,
R.; Hirata, Y.; Lim, E. C,; McClain, W, 11, (Deg, Gl
Wayne State Univ., Detroit, M} 48202 USA). Chem, Physt Lo,

1980, T6(2), 249-53 (Kug). The \'il).rntinn.'l‘l nlrl'x:-(’\'xlro _in the

Lazer-induced fluorescence spectrum: of lhu‘ l:‘tv_c.',\l«f(n Al \' n

transition of thiophoszene, seeded in a ““l“.‘“““‘_“l e ol A, i

feported. Hot bands are identified empirivalle by variation ol

Jeanr temp., and vibronie assignments are adjusted as required,

£,

e

A
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5 J1680. CrekTp BO36YXACHHS HHAYLUHPOBAHHON Ja3e->’
oM dayopecueHuHn THOdOCreHa, OXJAXKACHHOrO  MpH
pepx3pykosom pacunpennn. Laser-induced fluorescence
*xcitation spectrum of thiophosgene' cooled by superso-
ic expansion. Vasudev R, Hirata Y, Lim E. C,
McClain W. M. «Chem. Phys. Lett.»>, 1980, 76, Ne 2,
A /lgﬂé/7¢ 49—953 (amrw) . -
Hccnenonan CNeKTp BO30YK AeH s (18688,5—
g 21717,9 cm~!) wuugywnposanHoit JasepoM QayopecueHIi
/ ~riodocrera_ClL,CS zi*—n (I), OXaaxACHHOTO NpH CBepX-
P ——
fsBykosoy pacuripeunn napos I- B BakyyM. Ilpeanoxennas
i HHTepnperauis cnekrpa po30byxnaenus l ocnHoBana ua Tina-
TeJBHOM aNaJH3e MOJOXKEHIS H HHTEHCHBHOCTH MOJOC, H30-
TomHd. c¢ABHros. Fopsune NMOJOCH HHAEHTHOHIHPOBAHBL 3M--
MHpPHYECKH MO H3MeHEHHIO HHTCHCHBHIOCTH NOJOC MpH H3Me-
HeHHH T-pH Tyuka. Onpenenenbl Kose6aTelbHHE YaCTOTH

7, M\Mog_c_f_(ynu B ocnoBHoM.coctosunu_— 10, B. Un:kos
7Y,




%( S0, e Onmti ek TE3R_ 1951

(M,K)

UL cnexmp

/ 96: 112530m_The vibrational spectra and rotationsal isomerism
of methancdisulfonyl chloride. Ali, Jaleel; Aroca, Ricardo;
Robinson, E. A. (Dep. Chem:, Univ. Toronto, Mississauga, ON
Can. L5L 1C6). -Spectrochim. Acta, Pert A 1981, 3TA(9),
819-27 (Eng). The IR and Raman spectra of CHz(SO:Cl)s and
CD2(S0:Cl)2 were studied in the liq. and solid phases. Hindered
internal rotation about the S-C bond was obsd. and the
preferred configuration was probably that involving the closest
approach of C-H and 8§-Cl groups, which is consistent with the
facile formation of sulfene intermediates by such compads..
Vibrational frequencies were assipned to tho tundamental normal
modes and force consts. were caled. Relatively strong C-H...Cl
internal H-bonding was suggested in solid crystals. .

LA 1952, 96 v 1y
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1 1564. Konebateabuble CnekTpol W Koudopmaumi
/[[ ﬂw cyabponos RSO,CHoX. Pemuszon A. B, Buxaa-
ﬂ_ﬁ g % ZQnon ®. C, Byrtenxo I T,, Kapenos A. A, oK.
: npuKJL.  crmekrpockomuir», 1981, 35, Ne 1, 114—I21 (pes:
ann.)

. Hcenenosannr MK-cnextput i cncmpu KP xuaxocreil,

ALl pactBopo u Kpicrannon cyasponos CH:;SO,CH,X, X=Cl
-(I), Br (II), n-RCeH;SO.CH,CI, R=H (IlI), CH; (1V),

i Cl (V), Br (VI), n-RCeH,;SO.CH,Br, R=H (VII), CH,

K] (vi), Cl (IX), Br (X). Ilpn comocras:eHini CHCKTPOB

_IKIAKOCTCIl I KPICTaJNIOB OONapyKeHo BLIMOpaKIBalie

- -

+5 G 50, CHy 34,
O - /1-//[;//«/%5’003 Gl

??/?Xﬂ,[é’/“//' N~ QQ g%gll/fqz o




nosoc 1 Jummit, CHejal BHBOA O CYUIECTBOBAHHI B KHA-
.KocTsix 1t pactBopax I--X cmeen Tpanc- u row-konpopma-
uuit. Ha ocnosauni pacueron 4actoT H (opy HOpM. Koue-'
Ganuil, H3yuCHHST OTHOCHT. ANXPOH3Ma IIOJIOC B’ MOJSIPH30-'
-Banublx MIK-cnektpax kpicrammtos 1 Hccjegosanus pas- !
"HHIST NOJSIPHOCTH CPEALI HA OTHOCHT. HHTCHCHBIOCTH JIOJIOC
NpoBcACHO BbIAC/EHHE TOJ0C H JIHHHT TpPalc- H TOLI-KOH-
i opmauuit. Hayucnia 3aBlCHMOCTb OTHOCHT. HHTeHCHBHOCTeIT
{ToJloc Tpamc- 1 rol-KougopMmariil or T-pul i Haiigensl Be-.
Jiunnst AH=H (tpanc) — H(row). Has I u I maentndu--
.ILHPOBAHLL YACTOTHl TOPCHONHBIX KoJeGamuii M nposejena’
OUCHKH Besnunil 6apbcpoB BHYTpCHHCrO BpameHns. MeTo-
zoy IIITAT/2 paccunrannt sueprin psiga kondopmaumi I.,

e __Asropedepar,
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C#, 30, [ Dmmuei {060 1982

17 B172.  Cnexktpbl ~~ (oTONOrNOMEeHHsT  Td3006pa3HBIX .
€H;S0,Cl, GCLSCl, SOCIF u (CH30):S0, Kozlow-
Skt+R- Fazekas G—B5With+em—M. C, Bloo-
.mer K, Sampson R, Allston T. D, Ta-
Yacs G. A. Photoabsorption spectra of gasecous CHj- .
$0,Cl, CCl;SCl, SO,CIF and (CH30).SO. «J. Photo-
chem.», 1982, 18, Ne 2, 117—123 (auru.) ' ;
) M3mepennl cnekTphl (DOTONOTMOUIEHHs B BHUIMON H
2Ly Y®-o6nacti monekyn CH:S0,Cl (I), CCLSCI (11), SO-.
v 'CIF (III) u (CH30).SO (IV) B ra3oBoit ¢ase TpH KOMH.
7-pe. Iist pacyera moporoB (HOTOAMCCOUHALHH HCIOJBb30-
0/](,0/],0 CO = paauch JuT. TepmoxuMm. jannsle, Ins I naitacusl Tpu cry-
) nens AMcConHamui — pa3puisbl cBaseit C—S (A<521 uy),
Légeﬂw "S—Cl (A<<478 uM) n S—O (A<C277 uM). B cmexrpe
E -norsiouiennst 11 oGHapy»KeHO JIBa MakcHMyMa B 06JacTsx
g 25642 uM u 298+2 uwm. IIpeanonoxeHo, 4TO OHH CBs3a-
%2 aw ¢ puccomnawiedt 1o csdme- C—S i S—CI. Tlna 111

X 198, 19, N 1Y,




;ONpPEACJEHb ' ‘TIOPOrH *~ AHCCOMHALMH 1m0  cBa3aM S—Cl
"(A<663 - um),r S—Cl u S—F (A<<552  nm),.
S—F (A<<329 uM) 1 S—O .(A<<279 nv). ITokasamo, uTO|
toropasnoxenne IV npomcxoant no  cBsai S—0. .
(A<<437 mm). Ouenenst ko3¢, ckopocTi doromucconnanm |
i—IV B atmocdepe B muTepBase BhCOT O_SCO'}I(SM'O !
e D C. B. Ocwx
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X, 1944,

1942,

155232, JIuHaMHKa nepexofa M3 COCTOSIHHSI B COCTOSI-,
une npd HK-MHOropoTOHHOM NOrJIOLIEHHH B COCTOSIHHH
A'A, T;lod)ocreua- ceyeHHs noryouleHus. Brenner D. M,
Peters D. W. State-to-state dynamics of IR mulhpho-

‘ton absorption in the A!'A, state of thiophosgene: absorp-
‘tion cross sections. «J. Chem Phys» 1982, 76 Ne
'197—218 (anri)

Usmepenn cnektpu U -MHOI‘OCbOTOHHOI‘O TOTJTOLEHHS

“(MKM®II) monexya Cl,C\ B nepBoM BO306YKAEHHOM CHHT-

JsetHoM coctosind A'Ap. OQHHOUHHIT KoJebaTesbHHIT ypo-

‘BeHb cocTosnns A'A, HakauuBamH NepeCTPaHBAaEMHM Ja-
'3epoM Ha KpacHTene, a Kose6aTeqbHoe BO3OYXKICHHe B

npenenax cocrosikust A'A; OCYWIECTBJASIH J1a3epoM  Ha

:CO;. HM3mepeHH CeueHHs! NMOIVIOMIEHHS U3 OTAEJBHHIX KoJe-
‘6aTespHHIX  YpOBHelt Ha  (HKCHPOBAHHHI  YpOBeHb

19 WIS



(~3450 cM~! OT «OCHOBHOrO» COCTOSHHS), ABASIOUIHICS
‘moporoBuiM. Ilpu BO3Gyxnaenun Bhime 3450 cm—! HaGo-
Ael GBICTPHIT Ge3bl3MyyaTeJbHBIl pacmaf, BH3LIBAIOUIHIT
YMEHBUICHHC BPEMEHH XH3HH OT 35 MKc mo <150 mc.
Tlpi sneprum KoneuHoro yposHs <3450 cM—! KBAHTOBMI
BLIXOA ¢(yopecueHUHH GIH30K K eNHHHUE H He 3aBHCHT

"OT 3HEPIHH HAYaJbHOrO MJH KOHEYHOTO COCTOSHHS.
) W . - C. B. Ocun
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102: 69546z Infrared and Raman spectra and force constants
of chlorocarbonylsulfenyl chloride, CIC(O)SCI. Della Vedova, C."
0.; Cutin, E. H; Varetti, E. L.; Aymonino, P, J. (Fac. Cien.
Ezxactas, Univ. Nac. La Plata, La Plata, Argent.). Can. J. Spectrosc.
1984, 29(3), 69-74 (Entg). The IR spectra obtained for gaseous and
solid chlorocarbonylsulfenyl chloride together with-the Raman
spectrum of the liq. allowed the assignment of all its fundamental

; v W) vibrations and the calcn. of force consts. e

e.).1988; 194,88
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%6/0}54% - '3J1208.  Cnektpet MK-norsourenus n ' KOMGHHALHON-

| WW} ﬂﬁ.}
LN

HOTO DpAcCCIHHA M CHJOBBIC TOCTOSIHHbIE XJOPKAPGOHMJI-
cyavdennaxnopupa CIC(O)SClL.  Infrared and Raman
'spectra and force s ol chlorocarbonylsulfeny]
chioride, CIC(O)SCl. Della Védova C. O, Cu-
tin E. H, Varetti E. L, Aymonino P. J. «Can,
-J. Spestrosc.», 1984, 29, Ne 3, 69—74 (anra; pes. ¢p.)
Heenenoannt  cnextpet ~ MK-norsowenns o6sacTi
200—4000 - cm—! XJ0pKapGoHuacyabdenuaxmopuaa  CIC-
(O)SCI (I) B rasoobpasnoM, XHAKOM K TBEPAOM (T-pa
80K) cocrosnusax, a Takxe CNCKTP noryiowedus I, u3o-
~IHPOBAHHOrO B MaTpHuax .Teepaoro Ar. Hccaenosany
TaKKe CNeKTpnl KoMmO. pac. I B XKHIAKOM COCTOSINHH, AHa-
JI3 TOJIYYEHHLIX CNEKTPOB MO3BOMACT NMPEANONOKHTD, yTo
MOJICKYJIbl I jIMEIOT TJIOCKYIO CTPYKTYpY, npHYeM aTomb
Cl naxoastcs B Tpaucnonoxenusx. Ilposexeno OTHeceHHe
KOJIe0aTeJbHbIX YacTOT, BBIUHCJEHB  3HAYCHHS CHJIOBRIX
nocTostubX. Onpeaesen XapakTep aTOMHBIX CMELIEHH s
OTAEJLHBIX HOPM. KoJe6aHHit. - K. 3. M,
= ¢ ’ T

oh. /948, 18, 3 ,
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23 B3046. Bpawarteabhas M3oMepHs Bo ‘dTopokapGo-
Huacyabgennaxaopune, FC(O)SClL Rotational isomerism
in .fluorocarbonilsulfenyl chloride, FC(O)SCL. Della
Védova C. O, Cutin E. H, Jubert A, H, Va-
retti E. L, Aymonino P. J, «Can, J. Spectrosc.»,
1984, 29, Ne 5, 130—133 (auri.; pes. ¢p.) ,

M3 szasucumocreit UK- 1 KP-cnektpoB or T-PH Haiige-
HO, uTto Tpanc-xoudopmep FC(O)SCI ycroiiunpee gue-
KonopMepa B ras. H xuaK. ¢ase ma AH°=333-0,3 y
84+0,8 xlx/monb coots. Hust xosd. Vi, Vo u V, TOp-
CHOHHOM MOTEHLHAJIbHOIT ]-1Hu sHaa - V(o) =
=1/2Zn=1*Vn(l—cosna) nas xumk. FC(O)SCI nosyue-
HH  CcOOTB. 3nauena 6,707, 364*+4,0 1,7+
#+0,2 kIx/MOnb. L [To pesiome

ey
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104: 118824r ‘Rotational spectrum of a weakly bound dimer of
carbonyl sullide and hydrogen chloride.” Goodwin, Elizabeth J.;
Legon, A. C. (Dep. Chem., Univ. Exeter, Exeter, UK EX4 4QD). .
Chem.’ Soc., Faraday Trans. 2 1985, 81(11), 1709-19 (Eng).
The ground-state rotational spectra of 5 isotopic species of a weakly
bound:dimer ‘formed by OCS and HCl in the gas phase were
investigated by pulsed-nozle, Fourier-transform microwave spectroscopy.
‘The obsd. spectra were interpreted in terms of a linear (or nearly
linear) equil. geometry with nuclei in the order SCO...HCl.

CA 1986, 108 /Y-




S Iy 4755 1948

4 b1228.  Cnexktpockonust THOKapGoHma, dJIeKTPOHHbIE
epexonnt A'A"X A" w @BA"<-XIA’ B, THOGOPMHIXJI0-
upe, CHCIS. -“Thiocarbonyl " spectroscopy: the A,A"<

B—‘Y‘A’W’«X‘A’ elgctronic transitions in  thio-
formyl chloride, CHCIS. Judge R. H, Moule D. C.
-4J. Mol. Spectrosc.», 1985, 113, Ne 1, 77—84 (aura) -
C_ ncnosb3oBaHHCM — MHOrOXONOBOiT (/=98 M) onTiy.
SUCIHKH H3MCPEHB! 3JICKTPOHHBEIE CNEKTPH! MOTMOLCHHS THO-
dopymaxsiopina. Moaekyas- CHCIS noayuentt B Geicrpo-
nporounoit cucreme mpi mipoanse  (600° C) xsopmerita-
MeTiicyabpuaa.  HaGaomamuch  nmosochl  mepexofos.
? ' /& A'A"«X'A” u aPA”«X'A’. 3nauenns 'vo m wacTor Kode--

Gaunit CHCIS B BO3GY:KACHHBIX 3JCKTPOHHBIX COCTOSIHIISX
(B _cy~): AIA"—17234, v, (SCH)=1338,7,. v; (CS)="
=848,0, v (CCl)=556,3, vs (CICS)=230,2, v, (Beepn.
kom.) =119,7; a*A"—18792, v;=865,0, vs=221,1. Ipupc-
ACHbI_9KCMCPHM. 1 _DACCUNTAHHLIC, YPOBHH HHBEPCHONHOrO

v\/~/g$é/ ﬁ' NY




KoscGannusa vg! (vs=0—5). Bricora Oapnepa 616,3 cm~,
yron BhixoZa H3 muockocTit '25°. Tlonyucnnbie — 3navems
vo(d), vo(d@), va'(CS) u v.'(CS). comocraBaeum .c_ana-
Jornynoro poAa Aannmimit no Mosexynam CHoS n CCILS.
i . B. M. Koso0a
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103: 149931g_ Thiocarbonyl spectroscopy: The AlA® « XiA"

and #3A" < XIA' electronic transitions in thioformyl chloride,

CHCIS. Judge, R. H.; Moule, D. C. (Dep. Chem., Brock Univ., St.

Catharines, ON Can. L2S 3A1). J. Mol. Spectrosc. 1985, 113(1),

77-84 (Eng), 'I‘hioformf'l chloride was syntheslzed by the yrolysis

f chloromethyl Mo aulfide. Both 7%$ and 8-S 334" «— XiA! and

%‘A" +— XIA' systems were obsd. in absorption under conditions of

/ low resoln,, 1.6 nm/mm, and long path length, 96 m, The 0-0 origin

2 //___ //f of the T-S system was placed at 17,233.9 cm-! and the vibrational
£ ) modes »3(CS)/rs(CICS) at 965.0/221.1 cm-!. The origin of the
stronger S-S system was obsd. at 18,792.0 cm-1. Quanta of

/Ay n(SCH) 13(CS) /va(CCI/vs(CICS) /rs(wag) were found at 1338.7/848 =
/% . 0/556.3/230.2/119.7 cm-1, A barrier height of 616.3 cm-! wag

7 / obtained for the A1A" state from a fit of the vibrational quanta of a
gaussian-quadratic double-min. function to the 69, 61, 62, 63 levels of

. ’v—' the inversion manifold.
L) vo ,

@'A./Qgg[_?j, n/8
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’ 3 b1188. XuopupoBanHe AHMETHJCYAb(OKCHAA THOHHJI-
sopupom. Chlorination of dimethylsulphoxide with thio-
nyl chloride. Salama S. E, Wasif S. «I7th Eur.
Congr. Mol. Spectrosc., Madrld 8—13 Sept., 1985:
EUCMOS XVII. Abstr» S. I, s. a, 313 «(aura.)
Meronamn HIK- .n KP-cnekTpockonmuu H3yueHa  p-uus
SOCl; ¢ IMCO. TIpn xOMH. T-pe HAET MeIJIRHHAS pP-lHs
c suiftentenveM SO, i HCI 1 oGpasosannem MeSCH,CI ().

[Mpeasoxen Mexanu3M p-uuH. | OYeHb_peakiltHOHHOCMOCOGeH
0 OTHOLIEHHIO 'K MeTaJjljaM. I/Isyl{eubx p-uud I ¢ meran-

TaMH. Pesiome
N

X. 1986, /9, v 3 @
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. 20B1156. Mounekyasphas CTPYKTypa M KoHdOpMalHs
ra3000pasioro XJopoKapGoHHaCyIbhenHaxa0pHaa, CISCO-
Cl, onpenencuiibic McTofOM 3aekrponorpagui. Molccular
structure and conformation of gaseous chlorocarbonylsul-

‘fenyl "chloride, CISCOCI, as determined by electron dif-

fraction. Shen Juang, Hagen Kolbjorn. «J. Mol
Struct.», 1985, 128, Ne 1—3, 41—48 (aura.): :

Merofom rasoBoit  snexmponorpadum mp T-pe 35°C
H3yucHa  CTPYKTypa XJI0pOKapGOHHICYTb(EHHIXI0PHAA,
CISCOC! (I).” YcranosneHo, 9To B OCHOBHOM KOH(pOpMepe

ZTOMI XJ0pa HAXOASTCT B AHTH-TIOJNOXKEHHH, HO DMOXeT
TaKXe TPHCYTCTBOBaTb  BTOpas (popera I (6,5%£9,9%).
Inst anTi-koudoOpMepa Haiilensl CJICA. 3HAUCHHA MEKb-
SIGPHEIX PACCTOSHHHIT (7a, A) u yrios i(a): C=0 1,183
%), C—Cl 1,749 (8), C—S 1,791 (9), S—CI 2,010 (4),

S—C=0 126,9 (2,0), <XSCCI 1060 (2), - <xCSCl
100,6 " (4)°. - B. Cnupuionon

X+ 1985 19, N30

;—J
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3 © 5J1209." Cnektpsl KomGuhaunontoro paccesnus v HK-

NOTJIoueHHs - XxJopuaa Tpuxaopmerancyabdennaa (CCls-
SCl). Raman and infrared spectra of trichloromefhanc-
sulphenyl chloride (CCl3SCl). Della Védova C. O,
Aymonino P. J. «J Raman Spectrosc.», 1986, 17, Ne 6,
485—486 (aHra.) '

Wsyuenn UK-cnekrpr (4000—400 cm~') monekya CCls-
SCI (I) B xuaxoit.gase u TBEPAbX mJeHKax I, a Takxe
cnektpl KP I npn  Bo30yxIEHHH  J1a3epHON JiHHHeld
647,1 nm. ConocTaBJjieHH m@nw I u
POACTBEHHBIX COCAMHEHHI THNA CXaSY, rme X=F, Y, H
uan atom rajorena. Ilpopenen W
I. TIpeanosoxeHo, YTO MOJIEKYJIB Jafal0T CHMMCTPHEN

uﬂ tuna C. WneHTHHIHPOBAHE JHHHH BAaNEHTHHIX H Jedop-
MauHoHHBX KoseOauuit rpynn CCls n BaneHTHBIX KoJjeba-
uuit cesizeit S—Cl 1 S—C. OTMeucHO OTCYTCTBHe AenoJs-
pusopanubix auunit B cnekrpax KP L. O6cyxpueHbl pasiu-
uus paBHOBecHHX KoHpopmaunit Monekyn I n CXsSY B
KOHJeHCHpoBaHHoit (ha3se. ) H. B. A

ch /98Y, /8, NS
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106: 75223r Raman and infrared spectra of trichloromethane=
sulfenyl chloride (CCIiSCl). Della Vedova, C. O.; Aymonino, P. J.
(Fac. Cienc. Exact., Univ. Nac. La Plata, 1900 La Plata, Argent.). J.
Raman Spectrose. 1986, 17(6), 485-6 (Eng). The IR and Raman
spectra of CCLSCL were investigated, and a complete assignment of
bands and point group Ci for the mol. are proposed.

Ut chsmy
il pae

c. 4. 1987, 106, N/0
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* 13 B1268." CrekTpsl KOMGHHAUMOHHOTO  paccestMs W'
HHGpaKpacHble CHEKTPH TPUXJOPMeETaHCYabdheHHAXAopHAa,
CCI;SClL. Raman and infrared spectra of trichlorometha-

nesulphenyl chloride (CCLSCl). Védova C. O. D,
Aymonino P. J. «J/ Raman Spectrosc.», 1986, 17, Ne 6,
485—486 (aura.) ]

Hcenenosansl  HK-(4000—400 cm~!') u  KP-cnexTpm
CCLSCl B xuak. cocrosunn v UK-cnektp kpucraana npu
80 K. Ilano oruecenxe KoJeGaHHN Ha OCHOBAHHH' CTENeHH
nenonspusauun auHuit KP, comocraBnenns HK- u KP-
N0JIOC H aHAJIOTHH C POACTBEHHHIMH coefuHeuusmu CX,SY.
(X=F, CI; Y=H, Cl, Br). ITockonbky Bce Jmuun KP
NOJISIPH30BAHb!, CHAeJaH BHIBOL O CTPYKTYpe C CHMMeTpiiei
C,. lano nepeornecenne aast nosoc 807, 755 u 240 cm—..
Q. . o ) _E. P. Pasymosa
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106: 146226 Matrix isolation investigation of the vibrational
and clectronic spectroscopy und photochemistry of complexes
of chlorine fluoride and molecular chlorine with sulfide bases.
Machara, Nicholas P.;  Ault; Bruce S.  (Dep. Chem., Univ,
Cincinnatl, Ciuclunati, OH 46220 VSA)Y 0 Phvs. Chem. 1947,
p1(8), 2040-b0 (Eng). Mutrix isolation wus coupled with twin jot
deposition for the formation of 1:1 mol. complexes of ClF and Cly
with Me:S and related bases. The IR spectra of the complexes were
dominated by un intense absorption which was assigned to the
perturbed halogen stretching mode. ‘This mode was intensified a
red shifted upon complex formaution; the obed. ahifts of 2200 em
were greater thun shifts for the complescs of CHU with O bases. The
spectral differences were rationalized in terms of hard /sott acid/base
tgeory. Visible-UV spectra were also recorded fur these complexes
at high dilng.; for several an intense charge- transter band was ol
in the UV, Hy arc irradn. into this charge -transter abworption led 1o
photochem. induced rearrangement reactivns tor several of the
complexes studied.

0A, 79PE 706 77 @
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107: 186106v Thcoretical investigation of finorocarbonylsulfeny!

chloride using infrared and Raman spectra.. Natarajan, A.

Kolandaivel, P. (Dep. Phys., Bharathidasan Univ., Tiruchirapali.

620 023 India). Acta Phys. Hung. 1987, 61(3-4), 289-96 (Eng!

Normal coordinate anal. was performed for FC(O)SCl on the basis «!

general valence force field. The force consts. were computed using’

3 5 E.B. Wilson et al's (1955) GF-matrix methed. From the fore
MM MLM consts., other mol. consts. such as mean square amplitudes of
) vibration, generalized mean square amplitudes of vibration, Coriol:s

coupling consts., and centrifugal distortion consts. were caled. ané

[; Mg/}ﬁolﬂ - reported. Using the vibrational frequencies and the structurs,
/ parameters, the thermodn. functions were caled. for several tenmy» |
[ The force consts. and the mean amplitudes of vibration wer;

'{M °  compared with those of related mols. L I

UL Terilas ‘ 7
c.A 1987 10F v A0
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KapOonuacynabgenuna c ucnonnloBanueMm  cnektpos HK-
noraouenHss W KOMGHHAUHOHHOTO paccesnus. Theoretical
investigation of" fluorocarbonylsulfenyl chloride using in-
frared and Raman. spectra. Natarajan A, Kolandai-
vel P. «Acta phys. hung.», 1987, 61, Ne 3—4, 289—296
(aura.) - . .

IpoBenen TeopeTHY. anasi3 MapaMeTPoOB CHJOBOTO NOJS
moackyn FC(O)SCI (I): ‘B pamkax momean o6oGuienioro
BAJICHTHOIO CHJIOBOTO MOJS BHIMOJHEH aHaNH3 HOPMaJbHBIX
koneOanuit 1.  Paccunransl yacToTe HOpM. KoaeGauuit u
cuioBhie nocrosinneie cesaseit B 1. Haligenst cpeanexsaapa-
THYNBIE 3HAYCHHA AMMJIHTYA  KoaeGauuilt n oGoGulennke
cpefHeKBaApaTHUNbe BEJHYHHE AMIVIHTYL 3THX KoseGaumii
I. Onpenesncusl KOHCTaHTH KODHOJIHCOBA B3aHMOAeiCTBHS
H_UeHTpoGexuoro nckaxenus I. B ananasome T-p 100—

‘1000 K Bhiunciaenst Tepmoannamuy. ¢-unn I. Comocrasie-
‘MBI 3HAYCHHsI CHJOBHIX TOCTOSHHBIX CBfI3ell M CpeaHeKBafg-

%/ggx, ._/_’5/ N

paTHYHbIC BeJHYHHBL aMIVINTYA KoneGaumit 1 n poxcreen-
:;7): MOJICKYJ. ... H. B. A,
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12J1270.  KoneGateawhbie  cnekTpsi  TpHGTOPMETHA-
Tuocyabgpennaxaopuna, CF;SSCL. Vibrational spectra of

trifluoromethylthiosulphenyl chloride, CF;SSCl / Védo-
va C. O. Della // J.. Raman Spectrosc.— 1989.— 20,
Ne 5— C. 279—282.— Awura. Mecto xpanenus TTIHTB
CCCp :

HccnepoBaun cnektpn KP TPHOTOPMETHATHOCYAb(EHH -
xnopuna, CF3SSCL (l) B xuzkoM cocrosuux., Hccnenosa-
HH Takxe WK-CneKTpH NOrJOLieHHs napos I npu pas-
JIHYHBIX - 1aBJIeHHsX B o6nacti ' 300—2500 cM—! u cnekTpm
TNOrJIOUIeHHsT MOJeKy/l I, H30HPOBAaHHBLIX B- MaTpHuax Ne
uan Ar. Ananus nmoJsipH3OBaHHEX cnektpos KP YKa3HBa-
€T, YTO MOJeKyan I npuHajgzexar K THny cuMmMeTpun C.
[Tposeneno oTHeceHHe uacToT 14 HopM. KoseGanuit. QG-
CyXAaeTci KOPPeNAUHS YacTOTH BAJEHTHHIX KoJeGaHui
S—S c cyMMORl  3MeKTpOOTpHUATEJbHOCTeI! paaHKaJoB,
TNPHCOCAHHEHHHX : K AHCYJb(aHy. BrluHcieHHHe 3HauenHs
CHJIOBHX TNOCTOSIHHEIX CONOCTAaBACHH C HMCIOWHMHCH B
JINTEPAType AAHHBIMH A/t POACTBEHHBIX MOJICKYJI, }I(SH%JL 24,

i . 9. M,
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111: 66893% Vilix'—x{i-i;n‘nl.d-x;céi;:\ of ti-}fl\\ori;r}xéli]y'llhiosul(‘enyl‘
chloride, CFiSSCI, Della Vedova, C. O. (Ruhr-Univ. Bochum,
4630 Bochum, Fed. Rep. Ger.). J. Raman Spectrosc. 1989, 20(5),

+279-82 (Eng). The Raman spectrum of liq. CF:SSCl and its IR
* spectra in the vapor and solid phases in Ne and Ar matrixes were

recorded.  Polarized Raman spectra of liq. CF3SSCl suggest Ci

symmetry. Assignment of 14 of the 15 fundamental vibrations was

carried out. A correlation betweén the S-S stretching waveno. and .
the sum of the group electronegativities of the Sz substituents is .
proposed. The valence force consts. were caled. by semi-empirical |
methods, and the values obtained compared favorably with results
from previous calens. on related compds. ‘

c.A- 1989, 111,n &
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8 150, © CTpyKTYypH ra3oo06pas3HBX XJOp- H TpHOTOpMe-
THA3aMewenupx  cyabdunos: Cl,CSO, (CF3),CSO
CF3CICSO. Gas-phase structures of chlorine- and trifluo-
romethyl-substituted sulfines: Cl.CSO, (CF3),CSO and
CF;CICSO / Liedle Siegfried, Oberhammer Heinz, Fritz
Helmut, Sundermeyer Wolfgang // J. Mol. - Struct.—
.1990.— 216.— C. 171—179.— Anra. .

Metonom anekTpomnoll AHpakuHH onpefesieHn CTPyK-
gpgsox.n(oé)l-: ) 1(1: . Spnd);o&:.&eénmsaﬂuemeﬂﬂux cynbduHOBY

3 , 1) 2 3 JIs1 TIOCJIeHer0 coeny-
?cmuko'ﬂﬁﬁ'ﬁélo.%fofé&e CTaGHILHEM annaefclx
‘Z-H30Mep (XJIOp PacnoJaraeTcsi B IHCNOJOMKEHHH 10 OT-
HOLICHHIO K KHCJOPOAY), YTO NOATBEP}KAaeT OTHeCCHHe
cnektpa SIMP. TlapamerpH paBHOBecHoIt reOMeTPHY. KOH-
¢urypaunn rpynna CSO cna6o 3aBHCAT OT 3aMecTHTeNeR:
Anuua cBasH S=O cocraBuna 1,453-1,457 A u yrox
C=S 111,3°—113,8° Bo Bcex cyabpuuax, NoJIyYeHHhe
OTKJIOHEHHS HAXOAATCH B INpeaesaX TOYHOCTH SKCMEpH-
menta. Jna  cBasy  C=S mnoayueHo 3HaueHHe MNHHE
'1,618 A B CI.CSO 1 1,634 A B (CF3),CSO. Bu6a. 29.
. , L - «-~-.-..C. A. Boraanona

|
!
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samewennbix cyabdunos, C,.CSO, (CF3):CSO n CF,CICSO

B rasopoii da3e. Gas-phase structures of chlorine- and
trifluoromethyl-substituted sulfines: CI,CSO, (CF;),CSO

and CF,;CICSO / Liedle S., Oberhammer H., ~ Fritz H,
Sundermeyer W. // J. Mol. Struct.— 1990.— 216.—'

C. 171—179.— Aura. :
aekTponorpadmuccki Haydennl Mosnekyan Cl.C=S$=0

(1), (CF3):,C=S=0 (II) u CFCIC=5=0 (ITT). Han-

nensl caed. reomerphy. napamerpst asis I, 11 u I coots.
Jl»”. , (re-cTpykTypa): S=0 1,453(3), 1,455(5) n 1,457(5), S=
=C 1,618(7),-1,634(7) u 1,631(11), C—Xuuc ,718(2),
'1,511(8) 1 1,700(6), C—Yrpauc—, — 1 1,511 (npuusro),
C—F—. 1,329(3) u 1,331(3) A, Basentunie yrap CSO
113,8(10), 111,3(20) u 112,3(11), XCY 115,(12), 120,7(6)

w 117,1(13), SCXunc 126,2(15), 123,7(11) u 123,4(10),

SCY tpanc 118,6(15), 1155(11) u 119,5(7), FCF—,

‘7‘-2 107,9(3) u 107,9(3)°. Haa 111 ycranoBjieHo, UTO XJOp
HAXOAMTCS B LHC-MOJNOXeEHHH K Kiucaopony (Z-uaomep).

B. C. MacTtpiokoB
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112: 223667e Gas-phase structures of chlorine- and trifluor=
/omethyl—substituted sulfines: CI:CSO, (CF3):CSO, and CF;CICSO.
Liedle, Siegfried; Oberhammer, Heinz; Fritz, Helmut; Sundermeyer,
Wolfgang  (Inst. Phys. Theor. Chem., Univ. Tuebingen, 7400
Tuebingen, Fed. Rep. Ger.). J. Mol. Struct. 1990, 216, 171-9
(Eng). The gas-phase structures of the three sulfines’ C1;,CSO,
(CF3)2CSO and CF3CICSO have been detd. by electron diffraction.
For the last conipd. with mixed substituents the Z-isomer (chlorine
cis to oxygen) was found to be the ground state conformer,
confirming a former tentative assignment of YF-NMR spectra. The
geometric parameters of the CSO group ‘ar very little affected by the
substituents Cl or CFa. The S:0 bond lengths in the three su fines
[between 1.453(3) and 1.457(5) A] and C:S:0 angles [between
111.3(20)° and 113.8(10)°] are equal within their estd. uncertainties
and the C:S bond lengthens slightly from 1.6187(4) A in Cl:.CSO tg

( 5 /r .634(7) A in (CF3):CSO.
) ‘
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114: 251246n Conformationgl properties and gas-phase structure
of (flverccarbonyl)sulfenyl chloride, FC(0)SCY; clcctron diffraction,
vibrational analysis, and &b initio calculations. Mack, Hans
Georg; Oberhammer, Heinz;  Della Vedova, C. O. (Inst. Phys.
Theor. Chem., Univ. Tuebingen, D-7400 Tuebingen, Fed. Rep. Ger.).,
J. Phys. Chem. 1991, 95(11), 4238-41 (Eng). The gas-phase
structure and conformational compn. of FC(O)SCl were detd. I
electron diffraction. The following geometric parameters ( .
distances and Za angles with 3z uncertainties) were derived for the

. trans conformer. C:0 = 1.175(4) &, C-F = 1.3:2(4) A, S-C = L.755(5) .
y ; A, S-Cl = 1.996(3) A, C-S- = 100.3(5)°, S-C:0 = 130.9(5)°, S-C-F =
C/ Lé / ﬂa,/ 105.3(3)°. The free-cnergy differences AG® = G°(cis) = G°(trans)
/ from the eleclt}gon dif{raitigr:é?{))t. (.]lg("()E!I()) ]-7 1.2153) kcal/niol) pf?d

from matrix IR spectra (& = 1.4(1) kcal/mol) are equal within :
/zd %Zm their estd. error Fimits. Ab initio calcns. at various lavels of theory .
/ (HF, MP2), and MP4) repreduce the expt. very well (AE = 1.25-1.60
keal/mol). ~ Addnl. calens. for thicformic acid and various fluurine-*
) and/or chlorine-substituted derivs. reveal a strong substituent effect

on the conformational properties. .

C.A.1991, (1Y waG
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r 115: 120504y Gas-phase structures end conformations of chl=
‘orodifluoromethane sulfenylchloride, CCiF:SCl, and dichloro=
{luoromcthane sulfenychloride, CCl:I'SCL. Renschler, Christoph;
Mack, Hans Georg; Della Vedova, Carlos 0.; Oberhammer, Iicinz
(Inst. Phys. Theor. Chem., Univ. Tuebingen, D-7400 Tuebingen, Fed.
Rep. Ger.). J. Phys. Chem. 1991, 95(18), 6912-15 (Eng).
The gas-phase structures of CCIF;SCI (1) and CCILFSCI (2) and their
cenformational compn. have beer studied by electron diffraction and
eb initio calens. (HF/3-21G*). For CCIF2SCI the trans conformation
(Me chlorine trans to sulfenyl chlorine) is predominant (73 (5)%)
relative to the gauche structure (27 (5)%). This ratio corresponds to’
a free-encrgy difference AG = 1.02 keal/mol, which is in very good
agreement with the ab initio velue AL = 1.03 kcal{mol. For 2 the
conformation with the Me fluorine trans to the su fenyl chlorine is
higher in encrgy than the gauche structure by AG = 0.5 (4) kcal/mol
(trans:cis = 82 (10)%:18 (10)%). The ab initio value (AE = 0.91
keal/mol) is in reasonable agreement with the expt. The caled.
barriers to internal rotation are 4.58 (1) and 4.85 kcal/mol (2) for
fluorine eclipsing the sulfenyl chlorine, and 6.09 (1) and 6.01
"kcal/mol (2) for eclipsed chlorine atoms. The skeletal parameters of
both compds. are very similar (first value refers to (1), second value
to (2)):8-C = 1.813 (15), 1.811 (16) A; S-CI = 2.014 (3), 2.004 (3) A;
and CISC = 99.3 (6), 101.7 (7)°. The SCX angles (X = F or Cl) are
strongly distorted from ideal tetrahedral values and differ by almost
10° for trans or gauche positions of X. -
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116: 30254s Conformational properties of carbonylsulfenyl

mpounds: vibrational study of bis(chlorocarbonyl) disufide,
CIC(0)SSC(0)CIl. Ulic, S. E.; Aymonino, P. J.; Della Vedova, C.
.0. (Fac. Cienc. Exactas, Univ. Nac. La Plata, 1900 La Plata,
Argent.). J. Raman Spectrosc. 1991, 22(11), 675-8 (Eng).
IR data for vapor, liq. and matrix-isolated bis(chlorocarbonyl)
disulfide and Raman data for the liq. were obtained. The obsd.

; features agree with the existence of one conformer with Cz symmetry
. in both the liq. and vapor phases. The 13C NMR spectrum was

Vs - measured and the results were compared with those for related mols.
Some stretching force consts. were derived for this conformer from

semi-empirical calcns. )

C.A. /992, /16 NY
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 119: 163734x Theorstical study of the chlorine - carbsa
disuifide (CIC81) adduct. McKeo, Michael L. (Do oent of
Chemietry, Auburn University, Auburn, AL 36849 USA). Chem.
Phya. Leti 1993, 209(3), 106-200 (Eng). Three adducts of at.
chiorine with C8s were studled with G1 theory, the 8 lsomer, whero
the chlorine atom Is sttached to & sulfur atom, and two C lsomers,
where the chlorine atom Is attached to a carbon atom In a sym, o
unsym. complez. The sym. C isomer has the largeet caled. binding

op onergy (8.3 keal/mol), In good l;zrumml with the exptl. binding
//Mé') s j&/w" energy of 10.5 keal/mol at 298 K. At the Hartreo-Foc lovel, the
/ / unsym. C Isomer is more atable than the sym. C isomer Jue to the
*symmetry breaking® phenomenon. While the MP2 lovel of electron
correlation atrongly favora the sym. structure, higher levels of
electron correlation reduce the preference. G1 theory predicts the

unaym. atructure to be only 1.0 keal/mol lena stable.

C. A 1993, 19 N lo




7 CS 1993
[ /P/ - //X‘[}/ ]3) 7 118: 89704h FTIR absorption spectra of chlorothioformyl’

/) o /jd ‘ CICS) in an argon matrix. Schallmoser, Guenter; Wurfel, Brent
l‘) E.; Thoma, Anton; Caspary, Nico; Bondybey, Vladimir E. (Inst,
Phys. und Theor. Chem., Tech. Univ. Muenchen, W-8046 Garching,
y Germany). Chem. Phys. Lett. 1993, 201(5-6), 528-34 (Eng).
W / CICS was produced with a xulsed jet-dc discharge of Cl.CS/Ar,
,gff’% % CS';’/’Clz/%‘rl;eanlg (f:l&/;ﬁw 4 a?d fdepoaitcc:l t’mmin;:l ar; argon
’ Yi{bration n’\urcun&~ 1 va_nre deted. to ke
% A Pl pad, ¢Pn~, BR qﬂu Ople Al ﬁ”u‘}‘un Sxpls, Gnd narmaj

,(,L(l//l/l“é( Z L i‘mrd nate calens. were petformed to confirm the nssi;':nments.

e./.1993, 18 ~v/o
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125: 98489p Nature and angular geometry of the pre—reactive
complex thiirane-chlorine monofluoride from its rotational
spectrum. Evans, C. M.; Holloway, J. H.; Legon, A. C. (Department
of Chemistry, University of Exeter, Stocker Road, Exeter, UK EX4 4QD).
Chem. Phys. Lett. 1996, 255(1,2,3), 119-128 (Eng). The rotational
spectrum of the pre—reactive complex thiirane—CIF was detected with
a fast—mixing nozzle in an FT microwave spectrometer. Rotational
consts., centrifugal distortion consts., Cl-nuclear quadrupole and spin—
rotation coupling consts. were detd. for the isotopomers (CH,),S...35CIF
and (CH;);S...3’CIF. The complex has C, symmetry, with a nearly col-
linear arrangement of the S...CI-F nuclei (6=3.5°) and the CI-F axis
making an angle ¢=95° with the C, axis of thiirane. The Cl-nuclear
quadrupole coupling const. x,, along the CIF internuclear axis suggests
a significant contribution of the ionic structure [(CH;):SCI]‘ F-toa
valence—bond description of the complex. _ }
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F: CF3SC(O)CI

P:3

1761179. Crpyxtypa 1 koudopmawis CF[3]SC(O)F u CF[3]SC(O)CI. I'azosas
* ancktponorpadus, ananu3 koncGaTeNbHBIX CMEKTPOB H TCOPCTHYECKHE PACUETHI.

Structures and conformations of CF[3]SC(O)F and CF[3]SC(O)CI: Gas-phase

clectron diffraction, vibrational analysis, and theoretical calculations / Gobbato
_ Karina 1., Mack Hans-Georg, Oberhammer Heinz, Ulic Sonia E., Della Vedova

Carlos O., Willner Helge // J. Phys. Chem. A[Geiut. J. Phys. Chem.]. - 1997. - 101,

11.-C.2173-2177. - Aurn.
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F: C2HS5SCl1

.P: 3

132:56541 Photoionization-efficiency spectrum
and ionization energy of C2H5SCl. Cheng, Bing-
Ming; Chew, Eh Piew; Liu, Chin-Ping; Yu, Jen-Shiang
- K.; Yu, Chin-hui Hsinchu Science-Based
Industrial Park, R&D Road VI, No. 1, Synchrotron
Radiation Research Center Hsinchu 30077, Taiwan

J. Chem. Phys., 111(22), 10093-10098 (English) 1999
Photoionization-efficiency (PIE) spectra at .lambda.
_=_108-143 nm are measured for EtSCl produced from

CA. 2050 132




reaction systems Cl1/Cl12/C2H5SH and C1l/C12/C2H5SSEt in
a discharge-flow reactor coupled to a photoionization
mass spectrometer employing a synchrotron as the
source of radiation. According to PIE spectra of
EtSCl thus obtained, the ionization energy (IE) is
(8.994 .+-. 0.007) eV. Based on GAUSSIAN-2 calcns.,
the obsd. ionization of EtSCl near the threshold
region probably forms doublet EtSCl+ from singlet
EtSCl; the calcd. IE 8.978 eV agrees well with the
exptl. value. A vibrational frequency of doublet
EtSCl+, is (557 .+-. 60) cm-1, which agrees
__satisfactorily with a theor. value of 560.9 cm-1.



F: FC(0)SCl 1 cre
P 1997
132:129334 Structural analysis, matrix Raman
spectra, syn-anti photoisomerization and pre-resonance
Raman effect of fluorocarbonylsulfen chloride, FC(O)SCl.
Romano, R. M.; Della Vedova, C. O.; Boese, R.
Facultad de Ciencias Exactas, Departamento de
Quimica, CEQUINOR (CONICET), Universidad Nacional de La
Plata La Plata 1900, Argent. J. Mol. Struct.,
513(1-3), 101-108 (English) 1999 The crystal
structure of fluorocarbonylsulfenyl chloride, FC(0O)SCl,
was detd. by x-ray diffraction anal. from crystals

C. 4-2660, 134



obtained at low temp. usin miniature zone melting
procedure. The mol. exhibits only 1 form with Cs
symmetry: the C:0 double bond syn with respect to the S-
Cl single bond. matrix Raman spectrum of FC(O)SCl shows
features originated by 2 conforme which are in equil. in
the gas phase. Irradn. of the Ar matrix with UV 1 of
.lambda.<300 nm produces randomization. The pre-
resonance Raman effec was detd. for the mol. Its
extension is assocd. with the planarity of th mol. and
it is related to the .pi. .pi.* transition in the
chromophore. Theor. calcns. reproduce both exptl.
parameters and vibrational data.




F: CH3SCCl

P: 3

132:187016 Vibrational potential function of
1,1,1-trihalide dimethyl sulfides, CH3SCX3, X = F,
Cl. Escribano, R.; Martin, S.; Botella, V.;
Altabef, A. B. C.S.I.C., Instituto de Estructura de
la Materia Madrid 28006, Spain J. Mol.

Struct., 517-518, 227-234 (English) 2000 A new
study is presented on the vibrational potential
function of CH3SCX3 (X = F, Cl). Based upon the

L. R 206D, 5L



recently developed common force fiel method, the
authors have estd. the group force consts. of the
SMe group o atoms, common to these 2 mols. Ab initio
calcns. were performed on these mols. in the HF
approxn., using a triple Zeta plus polarization (cc-
PVTZ) basis set. The force consts. are refined in
internal and symmetry coordi representations,
concluding that the internal coordinates provide a
bette representation for the refinements. The obsd.
frequencies are reproduced within a 1% relative
deviation. Small elements in ab initio calcd. force:
_fields are irrelevant. :
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/ Z) - 132: 340610e Raman and infrared spectra, conformational stabil
ity, and ab initio calculations for chloromethyl methyl sulfide
ma/ﬂl/’ ﬁ Durig, J. R;; Durig, D. T.; Robb, J. B, II; Guirgis, Gamil A.; Zhen
// / Mengzhang; Phan, H. V. (Department of Chemistry, University of Mis.
/{% » ’ﬁ@ souri—Kansas City, Kansas City, MO 64110—-2499 USA). J. Raman
LM Spectrosc. 2000, 31(3), 203—-215 (Eng), John Wiley & Sons Ltd. The
D) Raman (20-3500 cm~1!) and IR (40-3500 cm~1) spectra of gaseous anc
% ﬂuﬂm ) solid CICH,SMe and CICD,SCDj; were recorded. The Raman spectra of
the ligs. were recorded at 50—3500 cm~! and qual. depolarization values
0 — R/ were obtained. These data were interpreted on the basis that only the
gauche.conformer (Me group gauche to the Cl atom) is present in all 3

phys. states. A complete vibrational assignment is given for the normal

C- 2580, M5~



and ds—isotopomer. Ab initio calcns. were carried out with the RHF/6—"
31G" basis set,-and also with full electron correlation by the perturba-
tion method to 2nd order (MP2) with the 6-31G" and 6—-311+G"" basis
sets, to obtain the structural parameters, relative conformational stabili-
ties, harmonic force consts., Raman and IR intensities and fundamental
wavenumbers. The fundamental vibrational wavenos. and barriers to
internal rotation which were obtained exptl. are compared with those -
obtained from the MP2/6—31G" calen. From the ab initio calcns. the
gauche conformer is >10.22 kJ mol~! more stable than the trans
conformer All of these results are discussed and compared with the
corresponding quantities obtained for some similar mols. 5 8




F: CH3SCH2Cl
P:3 ‘
135:11705 Photoionization study of CH3SCH2CI formed in the
reaction system CI/CI2/CH3SCH3.  Cheng, Bing-Ming; Chew,’
Eh Piew; Yu, Jen-Shiang K.; Yu, Chin-hui.  Hsinchu Science-
Based Industrial Park, Synchrotron Radiation Research Center,
Hsinchu, Taiwan. J. Chem. Phys. (2001), 114(11), 4817-4823.
in English

A photoionization-efficiency spectrum of CH3SCH2CI
was measured over the wavelength range 108-142 nm by means of
a photoionization mass spectrometer coupled to a synchrotron as
the source of radiation. Gaseous CH3SCH2CI was generated in a
discharge-flow reactor involving Cl, CI2, and CH3SCH3 at room
temp. via these sequential reactions: Cl + CH3SCH3 — CH3SCH2
+ HCI; CH3SCH2 + CI2 — CH3SCH2CI + Cl. According to the
PIE spectrum of CH3SCH2CI thus obtained, the ionization energy

L2691



is (9.07740.007) eV. Based on GAUSSIAN-2 calcns., the obsd. .
jonization of CH3SCH2CI near the threshold region is likely to
form from singlet CH3SCH2ClI ionizing to doublet CH3SCH2Cl+;
the calcd. ionization energy 9.064 eV agrees with the exptl. value.
The adiabatic ionization energy of CH3SCH2 and appearance
energy of CH3SCH2+ from CH3SCH2Cl were detd. to be
(6.88410.008) eV and (10.00740.016) eV, resp.; the dissocn.

energy of the CH3SCH2-Cl bond is thus derived to be (72.0+0.6)
kcal-mol-1.



