


{ !
| i
|

‘ l
- i

f

| erns eopian

| VW .&%/,/‘ W

H= J%Z"—j

g//u b

___._ | Z/ﬁf’é
Swernes J’

Aeta ol .—ma/w’ /.%’.6’7 (/1/’.'9’" N

|\ -ott

e%/;mwwg/m senie-.
Gotasuns  gihasucesisos. -

1ot Ltie
2 iy Wr«%&%ﬁ&f&/ﬂc ,;/»4;6 -

— 5/9/






%ﬂ%ﬁ@z :Z/éZ’,
oznouww b Ve c7 a/szze@ ,_
gt (/Zéa Wc/wm , 2959, 3. /5&
e é -4 7 .
L labA @WIDM ﬁn/»’éﬂwm@ &’f 58
T /3/4/_ £ an%//m&azmﬂ 4%??/—

X-60-5:17569. %




}'"A "system of molecular thermochemustry tor organic’ ( / 960
gases and liquids. II. Extension to compounds containing ~———
o) sulfur and oxygen. Edward G: Loyvering and_ Keith J. .
w» Laidler (Univ. Ottawa). Can. J. Chem. 38, 2367-72 ]
(1960); cf. CA 50, 10508c.—At 25° the heat of atomization, Y
Q., is obtained through the equation Qs = Q; + 171.7n. +;
2.09ny + 57ns + 59.16n0, where Q; is the heat (evolved)] Y.
of formation of the gaseous compd. and ng, ng, ns, and n01
are the nos. of C, H, S, and O atoms, resp. Also Qs ={-
—Q. + 265.75nc + 86.25nw + 57ms + 59.16mo, where,
Q. 1s the heat (evolved) of combustion, the products being;
Q‘Q"Lﬂ_’ CO:, H.O(}), and S(rhombic). To calc. Qq it is assumed.  _
that the paraffin bond strengths given in part I are the same'
except in the case of C-H bonds when there is a S atom
bound to the C: C-C, 85.40; C-H(primary), 98.47; C-H-
(secondary), 97.65; C-H(tertiary), 96.80; S-H, 81.90;
S-C, 66.36; S-S, 54.46; for the C bound to the S, C-H-
(primary), 98.14; C-H(secondary), 97.63; C-H(tertiary),
97.14 kcal./mole. - For 16 S compds., Qa(0bs.) — Qa(caled.)
ranged from —0.3 to' +0.5 kcal./mole. For the calen. of
-heat of vaporization-of S compds., the following bond
_contributions __\verc“usvm_ll;_&H,_Z..QO_Q;_S-C, 0.735; S-S,

241964, 871 ’ .
YA NP Cets. H /08.



'2.349; C-H(primary), 0.877; C-H(secondary), 1.002;
C-H(tertiary), 1.117; when there is no S bound to C,
C-H(primary), 0.494; C-H(secondary), 0.579; C-H-
(tertiary), 0.518 kcal./mole. AH,(obs.) — AH.(caled.)
ranged from —0.13 to 40.13. The calen. of Q. for O-
contg. compds. was made by use of the-following bond
cnergies: . O-H, 109.79; O-C, 90.99; 0-O, 47.72; C-H-
(primary), 96.24; C-H(sécondary), 95.42; C-H(tertiary),
94.54; and the paraffin bond energies given above. ' For
9 O-contg. compds. Qa(obs.) — Qa(caled.) ranged from
—1.1 to 0.9 kcal./mole. The greater success with S
compds. is probably due to the greater accuracy of the
exptl. data. Bond contributions to the heats of formation
and combustion of S- and O-contg. liquids.and gases are also
given._ . _____ _ Martin Allen !
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=-35391. . Ter mleru‘mhpzi\iéi'ﬁi;(])lr;x n  Terpamerma- |
__THy p:m,ulc J i 5 OpagoBatin, m
1o 1o Hiw l_upmriml 3 1ECKII ¢ MOMOUBIO Bpamaonieiicst foM-

- /U‘“W) On1;  TepMoxmMuueckas oueprmn cnasm S—S. Good

-W. D, Lacina J. L, McCullough J. P. Tetramet-

lvlﬂnux.nu onosulfids and’ “fetramietliyithiuram disul-

ide: heats of formation by rotating-bomb calorimetry; "

he S—S thermochemical bond energy. «J. Phys. Chem. » i

’z‘ 1961, 65, Nz 5, 860—862 (amur.) —-Onpe;xe'lenu AH"r

(Mm 1/M04b) CTODAHNSI TBEPALIX TETPAMCTILITHYPAMCYAL~ | -

“pupa (I) (1416,30 = 0,24) 1 TeTpaMeTIATHYpaMICYIL- |

J ¢maa  (II)  (1558,15 + 0,34), rxomeunoe ~ cocTosmMC:

777 (COgz(ra3), Na(ras) o H2SO4- 35H,0 (p-p). I nonyqemm\ T ,
JIAHHBIX BBIMICACHEL AMI® (KKaafmoab) o0Opa3oBammsa m3

R ““paementon Teepuix I 11,44 = 0,30 1 II 9,74 = 0,41, Be-~— *~ "~ =

JamunHa sueprmn cpsasn S—S B II Ta sxe, 9To N B cynubu— i ’ .

< ax - atranos 1 B Sg(ras).__. . B. Tuvwodeen ~— "7 T

/ﬁ l%l 5 - .‘ el E -



) 3bB382. Tepmoxumus CepycoaepxKalmux MOJNeKya M I gé?’

8_ (’l {, Panukaios. TensoTel .cropanust u TenaoTH . oGpa3oBanus.,
“mT

~-Mackle H, O'Hare P. A, G. The thermochemistry of———-

X-1964

stlphiir-conitaining moleciles and radicals-1. Heats of;
combustion and formation. «Tetrahedron», 1963, 19, Ne 6, ——
961—971 (amra) - ‘ ' .
——— Ha ocnoBauuu JHTEpaTypHBIX NaHHBIX BHIYHCACHB M Tasy
A GyJIHDOBAHbl 3HAYEHHS TEMJIOT CrOPaHHs, TEMIOT 06pa3o-
BaHHs B CTaHAAPTHOM COCTOSIHHH 'H TEMJIOT o0pa3oBaHHs
B ra3ooGpasuom. cocrosunn npu 298,15°K 102 oprammu.,
T COeiHHEHHIT cepbl, B TOM UHCTE M PSAA a30TCOACPIKALINX
Cocqinenin CepH. IlpuBenennsie 3HaueHHs TepMOAHHAMM-
UECKH COrJIaCOBaHbl MEXAy coGofl, mpuueM TaGy/iHPOBaHh
3HAYCHHS TEPMOXHM. BEJHYHH, OGCCMEUHBAIOUIHX ITY COTMA-———- — =
coBanHoctb. Jlnsa Ttensor o6pasosanus SO, H,S, CS u
S B rasooGpasuom cocrosuui npu 298,15° K npunsate spa--———-—
UeHHs, paBHble coorBerctBeHHo 0,5%+0,5 KKlZ/l/MOAb,I
3,9 kKkaa/moan, 5515 kxas/moss u 659+0,8 xkxkas/z-aros.:——— -

’.3 N B. BaiiGys!
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Mackle H. The thermochemistry - of sulphurcontaining

-‘miolecules and radicals. II. The dissociation energies ofj

bonds involving sulphur: the heats of formation of sulp-:
hurcontaining radicals. = «Tetrahedron», 1963, 19, No 7,
1159—1170 (aura.) Reg R i . . |

Ha ocnoBanmu JHTepaTypHbIX DaHHBIX, NOMYYEHHBIX H3Y-
YCHHEM CKOPOCTH MHPOJIH3a H METOJOM 3/ICKTPOHHOrO yAapa
‘MepKanrtaHoB, - CyJAbQHAOB H CYJAbHOHOB, BHUHCACHH H Ta-!

-GYJIHPOBHHH BEJIHYHHBI SHEPrHH JHCCOUHAUHH - PA3MHUHBIX:

cBsizeit, BKajoualomux cepy: R—SH, R—SCHj, R—SC,Hj,!
R—SC¢Hs, R—S0O,CH3, R—S, R—S0,;, RiR,—SO, C=S§,
S—S, rae R — paaukaaw - CH;, C;Hs, n-C3Hj, u30-C3Hy;)
H-Cqu, TPL’T-C4H9, CsHs. CH2=CH—CH2, CsHsCHz, CHzCO!
Hcnonbsys nauHble no temsoram o6pa3oBaHHsSl, NMpHBEAE-|

. Hble panee (coobuwenne I, P)KXum, 1964, 36382), aBTOPHL|
" BBIYHC/JHJIH CpelHHe BeJIHYHHBI 3HTa/bMNHI 06pPa3oBaHHA B;
-rasoobpasHoit dase (xxas/moab) HauGosee BaKHBIX cepy-!

coepxKaliHx paaHKanoB: AH (06p.) (SH) =34,6+"
4, AH (06p.) (SCH3%=30,5t5, AH(o6p.) (SGHII=255

' +3, AH : Hs) =51, ‘AH (06p.) (SO2CHa) =,
xIQB(lIf a—60 xfca(/tc;-'g?/tb-,%s‘)’. L (_0 p)_..- A/IeKCeeBa |

f )18 B364.  Tepmoxumus CepycOAePIKALIMX MONEKY 1 pa-|
g ukanos. Il. uepruu nuccouuaupn CBsA3eil, BKAOYAIOWHX:
’%’lmcepy, TENJOTH 0GpasoBanusi cepyCOAEPKAUMX PAAHKANOB.

1963
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3 B393.  HcnpaseHnble 3HAYeHMs TENJOT CropaHMs M lg

Qo

> 5. Corrected heat of combustion and formation’

TenJ0T 06pasosanus psina OPraHHYECKHX COEHHEHHii cepbl.!
w_ ‘Sunner S

|va1ii'é§"i'6?"a “number of organic sulphur compounds. «Acta™

chem. scand.», 1963, 17, Ne 3, 728—730 (anrx.)
Pe3ysibTaThl H3aMepeHuit TeNJIOT Cropanus OpraHHy, coeji-|
—_'HEHHIT CePLl METOAOM Bpamaiouleiicss GOMGbI, NPOBELEHHDI
iB Tepmoxumuyeckoii s1aGoparopun yHHBepcHTeTa B Jlynne
———'(IIseuns) u B Tepmonunamuyeckoii na6opatopun Bapraect————
iBun (CLOA) B Teuenne 1949—55 rr. mepecuntans ¢ llCnOJlb-}
30BaHHEM HOBEMLUHX TEPMOXHM. JaHHBIX M TaGJHUb ar. Be-faie
lcoB 1961 r. TaGynupoBanbl 3HayeHHs Temsor CropaHus M
TeNJ0T 0Gpa3oBaHHs B CTaHAAPTHOM COCTOSHHH NpH 2% 1

17 opranuu. coemunennii cepsi. Ilpn nepecyeTe HCnoab3oBa-

JIOCh 3HAYEHHE TEMJIOTH CTOPaHHS CepHl .40 CepHOil K-Thl|

‘paBHoe npH 25° — 142,9950,045 xxaxs/moas, yto COOTBETCT-__ ___ . __
“ByeT AH203(H,SO4115H,0) (3kmak.) =—212,205 KKaa/mosp!
OKcnepuM. AaHHBlE, MOMyYeHHBle B ABYX YKA3aHHHIX Bblwe. . .
71a6OpaTOPHAX ISt 7 OPraHMy. COeNHHEHHIT Cepr, xopouro

COryiacyloTcst Mexay coGoit, yTo CBHRETeNbCTBYeT 06 oTcyT-) — - —

« 3  STBUM cHcTeMaThy. oumGok. - ..._B. Baii6ys




8 B540. TepMOXHMHsi CepYCOAEPISAUIHX MOJCKY. H pa- 196(’
nukanos. 111 TepmoaunamMHuecKHe CBOHCTBA cepoopranHue-
cw CKHX COCJMHEHHIl M TePMOJAMHAMMKA HEKOTOpbIX HX peax-|

: LY i, MackleH,O ' HareP. A, G. The thermochemistryi
= 7'of sulphur-containing _molecules _and - radicals. III. The
thermodynamic properties of o;gano:sulphur compounds-;

+, ‘and the thermodynamics of some of their reactions. «Tetra-!
hedron», 1964, 20," Ne 3, 611—622 (aura.) k

4
-(ém- | OGsop nurepaTypsl no TEPMOAHHAMILY. cBoitcTBam  (Ten-;
JI0eMKOCTb, TEMJIoTa NuaBjeHnus, AaBieHie napa, TeMJIOTHI!
— cy6GauMauun M HChapeHud, surpounst, (g°—Ho) mmn,
(g°—HO)/T w  (H°—Ho°) nau (H*—HQOIT))  conepkauux;
cepy OpraHHY. H HEKOTOPBIX HeopraHmi. coeflHHeHuit (Bcero;
50 coepuuenuit). IIpHBeleHbl HMEIOLIHECS B Jaureparype!
JlaHHBlE O TEPMOJHHAMHKE p-IHil OKHCICHHS THOAJIKaHOB,'
OKHCJIeHHsI THOJOB B ra3oBoil ¢ase, peakuit  CBOGOJHBIX;
paniKajos (BKilOuawoue CO, B rasoBoii ¢ase) HEKOTOPHIX|
paBHOBECHBIX TIPeBpallenilil COAEPKALIHX cepy OpraHHu.i
coeHHenH i, 6apbepsl BHYTpeHHero BpALIEHHT MOJEKYVA no
‘cpsiaam (C—S, C—N, S-S, C—C). CooGuenue II CM.‘,
P)XXXum, 1964, 185364 ' T. Anekceepa|

ek 8-




e G

i
~

I ; .

A’ ©  The thermochemistry of sulfur-containing'molecules and radi-
. cals. III. The thermodynamic properties of organosulfur

'} © 7 compounds and the thermodynamics of some of their reactions.

: H. Mackle and P. A. G. O’Hare (Queen’s Univ., Belfast, Ire.).:
T T Telrahedron™20(3), 611-22(1964); cf. CA 59, 10817e. The |
| literature on the general thermodynamic properties of organo-S
TT 77" 771 compds., including thiols, thia alkanes, thia cycloalkanes, and
thiophenes, and of some of their reactions was surveyed. 96
o R A TR references. ’ .. Jett C. Arthur, Jr.
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H i 324464 Combustion calohmetry of sﬁlfurﬁconfaxnxng orgahxéi—
A C compounds. Ralph Harold Markmg (Univ. of Minnesota, |

aneapohs) Unw M:croﬁlms (Ann Atbor, Mich.), Order No.!| '_
66~9053 56 pp.; Dtss Abstr B27(3), 740(1966)(Eng). 'SNDC —
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15B124.  CnexktpooTOoMeTpHuECKOe HCCaAef0BaHHE pe-
“TaKuMM MeXay nepTHokapGoHaToM M CyabdHAOM HATPHA B
~ menoynoii cpepe. Kpemep B. A, 3atyunasa JI. A.

B ¢6. «Matepnanst™8 "Hayuiid-Texii. “Kondepeniti, 1967.
VKp. 3a0uH. MOJMTEXH. HH-T». XapbkoB, XapbKOBCK. YH-T
’

1968, 99—104 ‘
Hcenenobanst  anekTponnbie  crnektpol  (300—420 wip)
p-poB tputiHokapGonata NayCS;, neprtiokapGouara Na,CS,,

iJIGHO, UTO B 3TOil CMecH NPOTEKaeT PaBHOBECHbIIT npouecc

K03(). paBHoBecHsi onpefesen rpaduu. METOJOM H3 CICKT-
panbublx ganupix; 2CS2—+S2-=2CS32-+S32-. Ilpu 25°

nonucyabdunos, a Takxe cmeceit NagCSs u Na,S. Ycranon- |

(paBnosecne pmocturaetcst 3a 2,5 waca). CrexuoMerpuy. |

. KOHCTANTa  paBHOBeCHs o710l p-win pasna (2,10+0,42)10-3, |

M=o G 10. B. K.

" \. /.‘ : } . i
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CHl PS)de le bef(8) Calteyy 1769

@%} Crystal structure of tellunum bis(diethylthionoseleno- |
phosphinate). bye, Steinar (Univ. Bergen, Bergen, Nor-

way). Acta m. Scan 9, 23(4), 1389-97 (Eng). The
crystal structure of Te bxs(dxethylthlonoselenophosphmate) has
been detd. and refined by 3-dimensional x-ray methods. The

. structure consists of EtyP(S)SeTeSeP(S)Et: mols. The mols. '
. have twofold symmetry with the Te atoms on twofold symmetry’
. axes. One of the most interesting results of the anal. is the

value found for the Te-Se bond length, 2.50 A. Other bond
lengths and angles are:- Se-P 2.26 A., P=S1.93 A., £Se-Te-Se’
100.7°, Z£Te-Se-P 104.7°, and Z£Se-P-S 103.8°. The di-

' 'hedral angle Se’TeSe/TeSeP is 93.1°. There are weak intermol.

.S bonds of length 3.65 A. joining the mols. together in a
2-dlmensxonal network. Each Te atom participates in 2 such
bonds at a S...Te...S angle of 78.1°. These 2 bonds are
roughly trans to the 2 Te-Se bonds of the mol. and a weak ten-
dency to a sq. -planar coordination around the Te atom is thus

. found. RCMW




J | 1769

SBITS= PentreHo-cneKTpajbHOE M3yucHHe " XHMHYEGKOif. °
cBsizn cepbl. II. UHCIO BAJEHTHBIX JJIEKTPOHOB y aTomMa ce-;

pbt B oprannueckux coepmunenusix. Takahashi Yoshi-—
hito, Yabe Katsumasa Sato Tloshio. An
X=TAy EIission speciroscopic nvestigation ol the chemical:
bond of sulfur. II. The number of valence electrons of the
sulfur atom in organic compounds. «Bull. Chem. Soc..._
Japan», 1969, 42, Ne 9, 2707—2708 (anr..) !
Paccuitano UHCJAO BaJeHTHBIX 3JeKTPoHoB N aTOMa cepbl:

B 50 COeMHHEeNHsIX Ha OCHOBE TEOPeTHY. (-Jbl, CBA3bIBAIOLIEIT:
N 1 pesnunny casura Ko-ny6nera B coefHHEHHH TO cpaB-l__
HeHHIO- C ero MoJoXeHHeM B poMGmu. cepe. st 60J1b-!
LIHCTBA COGAMHEHHT SKCTIepHM. BEJIUHHB CHBHra moayue-|
nbl Brcpsble.  Bemmunna N B 3aBHCHMOCTH OT THNa cpsi-| -
__ 3i uamensercs B mnpemedax ot 6,5 o 4,1 Tposeneno
oGcyKelHe - CTPYKTYPHOM  (OpMY.Tbl METHJIEHOBOf CHHH. |
—— Y. [ cm. P)KXum, 1967, 206130. ___._B. Y. Hedenos |

- O .
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1969

|y 96902,  Wccnenosanns no TEPMOXHMHH  CyabGoHOB ™
Yacts 12. TepMmoxumus cyabdoHos GyTaauena H_uson eHa.
e Mackle H. McNalTy S v. Sfuales n the therimos SR
chemistry of sulphomes. Part- 12. Thermochemistry of the
—_—l butadiene and isoprene sulphones. «Trans. Faraday Soc.», ===

11969, 65, Ne 7, 1738—1741 (anra.) i
KasnopHMeTpHUECKH Onpe/eienbl TeMA0ThL Cropaliis, n'.ﬂgg_-‘.—"
Jenusi, NapooGpa3oBaHis H TEMJOTbl  00pa3oBaliisl B CO-
Cronhin fiTcanbiloro rasa cyabdona a-0yranxena, cyabpo-
‘no a- 1 P-usonpena. ITokasano, 410 G-H3OMEPDI OTHO-|

cHTebHO cTaGuJabhee B-n3omepoB.  Ilpen. coolu. CM.g
:POKXun, 1965, 1B375. - Pesione!




Vg_Z_l_B\lJ) Chemical-thermodynamic properties of hydrocarbons ‘5 0
and related substances. II. Properties of 25 organic sulfur{
compounds in the ideal gas state from 0° to 1000°K. _El-Sabban,
M. Zaki; Scott, Donald William (Bartlesville Petrol. Res. Cen-
ter; Biir. of Mines, Bartlesville, Okla.). U.S., Bur. Mines. Bull.
1970, No. 654, 26 pp. (Eng). Avail. GPD. 35¢. Tables

(25) list caled. values for 8 alkanethiols, 3 cycloalkanethiols and{™—
arylthiols, 6 thiaalkanes, 2 dithiaalkanes, 3 thiacyclohexanes,
and 3 thiophenes. Included are the Gibbs energy function (G°!
— H,°)/r; enthalpy function (H® — H,°); entropy, S°; heat%
capacity C,°; std. enthalpy of formation, AH®;;  std. Gibbs
energy of formation, AG,°; and the common logarithm of the
equil. const. of formation, logiKjy, all for the hypothetical gas
state at 1 atm. The last 3 properties are for formation from C
(c, graphite), Ha(g), and S:(g). The values of AH/°, AG,°, and |
logiK s are based on the std. values of the std. enthalpy of forma-
tion at 298.15°K, AHys.15, detd. by rotating-bomb combustion
calorimetry. - C: W.. Schuck___

——®
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c- g 3y 7) 6 B972. rasoxpomaTorpaduueckuii MeToJ, onpeneneﬂunl
SHTA/bNHH PACTBOPEHHs H3 HHACKCOB ynepxusanus, Go -
.IM_F,‘,Arsen ev Yu. N. Gas chromatrogra-|
_phic method for defermimation ol enthalpy of solution =——

IR from retention indices. «Chromatographia», 1970, Ne 10,

455—461 (anra.; pes. HeM., ¢paHLL.) ' -

SR . Tlpepnozkeno yp-Hue Jjsi OnpeieiIeHHd BeJIHUHH MapiL.

MOJI. SHTAMbIHIT P-PeHHs B-B H3 HX HHIEKCOB yIEepKHBAHUS. =
———— | BesuHHBl JHTAJBIUH p-penns: GeH301a, . IHKJIOreKcana, gu-‘
aTHACYIbQHAA nu-H-nponuacyabuaa, " IUMeTHJCYIbDHA, —"

e 2 ,"‘1111:-)1*u.u:n;icz.qb&nna= H-IPOMHJIMEpKaNTaHa, u-6ymnmepxan-‘ :
L eATa B ANNE30HE-M M MOJHITHICHIIHKONE .(moa. B. 1000) ——

T _onpejieNieHBl 2 MeTolaMu: uepes yi. 06BbeMBl ynepmmamm‘
"} ¢ TOMOLLBIO. PEJIOKEHHOr0 yp-HHS. Hccnenosana 3aBH- ——
; CHMOCTb TApll. MOJI. SHTAJbMHH P-PEHHA H HCapeHus H-yr-
NeBOIOPOKOB OT YHCJA YIIEPORHBIX '‘aTOMOB. DKCNepHMEH=
| ranbHO MOKa3aHo, uTO pasuHUa And SHTaNbNH{l HCMapeHHs
"W SHTANLMH{l P-PEHHS FOMOJOTOB NPAKTHYECKH TOMIECT- mer
| penna n_cocrasaser- ~1- KKQA[NOAL.
_BeHHa M _cOCTaBafeT: =% ARSI .-

Pesiove




' _Asuranbnaii 06pasoBanHs anH(aTHYECKHX CYJAbOHIOB, CyJb-

; T‘, xa M. E. (Peaxoauernsi K.

106557 Hden. Pacuer (pH3NKO-XHMHYECKHX CBOHCTB Op-
FAHHYECKHX M 9JEMEHTOOpraHHyeckux coepunenuit. VI. Bui-
yHcAenne nocrosinHbX B dopmyne (12) [2] aas pacuera

~ dokennos u cyabgounos, Crenmanos H @, Epauxu-

ga M. E. | 1 <K ¢us, xumun» AH CCCP):'M,,
1971, 23 c., Gu6auorp. 16 nass. ((Ne 2527—71 Hen.)
HafizeHbl/uHCACHHbBIE 3HAYCHHS TOCTOSAHHBIX B (-a1ax Aas

SHTaJbNHI 06pasoBaHHsA HIOB,

v

— pacuer

HBIX 3JIeMEHTOB IIPOBOJMTCS TO aTOMaM C yyeToM l-ro OK-
pyxenus. IloctosHHble B (-71aX PaCCUHTaHH B 2 BapHaH:

.anu?amq. C
- CYJIbQOKCHJIOB I cx.n&bongg yeronom TaTesckoro. o
=,30BaHO TPHOMKEHNE, B K-pOM KJacCHYHKALMs CTPYKTyp-

] ]

17Tax: a) HEMOCPEJCTBEHHBIM BBIYHCIEHHEM BCEX MOCTOAHHBIX

A0 .




110 HMEIOUIHMCSI SKCTePHMEHTANbHBIM AaHHBIM JJIS PaccMa-|
TPHBAEMOro KJacca COeQMHEHHi; 6) BbIYHCICHHEM TOJbKO
.TexX INOCTOSIHHBIX, K-pble XapaKTepHBl JJsi JAaHHOrO Kiaccaj
cOeHHeHH I, ¢ HOMOJb30BaHHeM H3BECTHHIX NMOCTOAHHbLIX, on-i
pefilefleHHBIX ~ NpH ~ pacuere 9HTaNbNHiT  OGPa30BaHHA;
.anndatuy. yrJaesoopoaos. TIoCTOSHHLIC ONpeAsaAiCH Mme-|
TOJOM HauMeHbuHX KBajaparos. Coo6ut. V cM. PKXnuw,
1970, 18B569. : oo Astopepepat

©
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™. 118567z Correlation of the physical properties of organosulfur
compounds. II. Effective electronegafivity of the molecules

and %Eeu" physical properties.: Arshad, M.; Beg, A.; Hashmi,

M. A. (Pakistan Counc. Sci. Ind. Res. Lab., Karachi, Pak.).

' Rev. Roum. Chim. 1973, 18(6), 1033—40 (Eng). Mol. electroneg-

- ‘é&, activity which is tke arithmetic mean of the electronegativities
- of the central atom and of the substituentd, is related to macro-

phys. properties such as b.p., and refractivity. Correlation of

the b.p., d., and refractivity with mol. electronegativity was

useful in detg. the electronegativity of substituents on various

. /
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‘Graver Halvor, Husebye Steinmar., ‘
~The crystal structures, of the methyl- i e
& xanthates of divalent sulphur, selenium,.

“"Acta éhemscand, " ,1973 27,N 2, 713-715
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7b5762. TMpumenenne MIMJ1 Kk cTaHAAPTHBIM TepMOAH-
HAMHYECKHM XapaKTEPHCTHKAM OpPranHueCKHX coenHHeHHiT.
8. Coeaunenusi C NOJHBAJEHTHLIMH (yHKUHOHANLHBIMH
rpynnamy  —S—, —O—, —S(0)—, —S(02)—, >N—,
SNN< u —00— (MOCTHKOBble-CHCTeMbI). Hcro:
muu B. U, Maabm B. A, B c6. «Peaxu. croco6HOCTE
opran. coennu» T. 10. Bum. 2. Tapry, 1973, 537—665
(pes. anra.) '
B paMKax panee TpeAJIOKEHHON - MOJeNH  MOJyHeHbl
. ] yp-Husi, CBA3LIBAIOIIHE SHTAJBMHI 06pa3oBaHHs COeAHHE
Au# Huil, colepKalluX MOJHBAJEHTHbIC (byHKUHOHANbHbIE TPYI.
243 nw, C SHTANLMUAMH o6pazopanns  ankanos. [ITokasana
yAOBJETBOPHTE/IbHAS ~ NPHMEHHMOCTL 3THX yp-Huit 18
xoppeasuun AH® (o6p., 208° K, ras, xumk.) cepiit RSR,
ROR, RS(O)R’, ROOR/, RS(Oz)R’ .RR'R"N " u
RR'NNR”R™”, rne R, R/, R” u R’ — pasamunbie alKHab- i
e aamectntenn uan H. Ha npumepe cepuit RR'R"N u :
RR’NNR”R’/’ ycTaHOBJEHO, 4TO aHAJOrHYHbIE yp-HHS CBA- f
_3LIBAIOT H_JApYrHEe TepMOJHHAMHY. CB-BA [1g K¥ (o6p., AG® |

A 7929 v F

1973




00p.), S°)] coemmHennii ¢ mOJAHBAaJEHTHHIMH (DYHKIHO-
HaJbHLIMH TPYNnaMH ¥ ajkaHoB. OcyllecTBJEH. aHAJH3
napametpoB Koppensiuun cB-8B AH°r (06p.) ulg K°r (0o6p.)Y
cepunn RSR’. Ilokasano, uto AH° (00p., 298°K, ras.) ax-
KaHoB cTpoeduss RR’R’R”/C ynoB/neTBOPHTEJbHO .OMHCHI-
BaeTcsl yp-HHeM, BBITEKAIOIMM H3 MpPHHLHNA  NOJHIHHEN -]
HocTH. HafifieHo, uTO aHAJOTHYHLIMH. yp-HHSIMH YAOBJET-
BOPHTEJNbHO OMHCHIBAIOTCS TaKXe M Beauunusl AH° (o6p.,
'298° K, ras.) coenuuenuii- RSR’, ROR’ 1 RR’R”N. Coo6ut.:
7 _cm. P)XXuwm,. 1973, 18B5I2. . Pesiome,

e b

/'ffro,\
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Husebye .Steinar, .
The crystal structure of bis (4 -morpho-
1linethiocarbonyl) %trisulphide,

"scta chem, scand.",1973,27,N 3,
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J =03 s p-4) 1995

125: 42764g Thermodynamic study of the stability of p—C,S solid’

‘ solution. Li, Jianxi; Feng, Peizhi; Tong, Tamao (Wuhan Univ. of |

Tecnology, Wuhan, Peop. Rep. China 430070). Guisuanyan Xuebao 1995, i

V/Lé _ 23(6), 644-651 (Ch). The effect of minor ions on the stability of ﬂ-C,S|

/ cf are studied, based on the thermodn. theory and quant. X—ray analyses. |

5{ é? W’ Thermodn. criteria for 8—C,S stability are derived. When the chem. !

L Q. “ potential, u, of a doped ion is less than Gibbs free energy, AGy, of pure

Sl B—C,S, i.e. u; < AGy, p—C2S solid soln. is stable. A formula for the crit.!

M” ai\ W /f concn., G, of doped ions is obtained as oo = AG,—-AGH/AG;-AG;. Al

( stability criterion for multi—ion effect on B-C,S is also derived: AG, z'
G+ Ty Wi=BCAG,

o . 1996, 135+ @
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2000

{ 134:62309b Complete basis set model chemistry applied to
molecules of increasing molecular complexity: thermochemical
properties of organic sulfur derivatives. Benassi, Rois; Taddei,
Ferdinando (Dipartimento di Chimica, Universita di Modena e Reggio
E.,'41100 Modena, Italy). J. Comput."Chem. 2000, 21(15), 1405-1418
(Eng), John Wiley & Sons, Inc. To est. the thermochem. properties, '
bond dissocn. energies and atomization energies of sulfur org. derivs.,
the complete basis set (CBS) method was employed at the lower compu-
tational level (CBS—4) owing to the large mol. size of a no. of the mols. !
chosen.- By comparison with exptl. values, calcd. values of thermochem. '
g &L properties are subject to error, which increases in line with the increase

liigite

in mol. complexity. The main source of error affecting the caled. en- |
‘thalpy of formation stems from the difference between the energy of the
mol. and that of the single atoms: the greater the size of the mol., the

greater the accumulation of error. By acting on the empirical correction
to the CBS energy and minimizing the error due to the contribution of

C.A 360/ 139 45—



the single atoms to the dissocn. energy a parameter d; tor each atom i is
obtained. . Application of these corrections does not greatly affect the
heats of formation of the small mols. included in test sets employed for
previous comparisons of caled. and exptl. values, while there is a great
improvement in the case of large mols., for example, di—Ph disulfide.
The mean abs. deviation turns out to be 2.52, which is greater than that
obtained in recent re—examns. of model chem. methods including the G3
and G3(MP3) approaches. The improvement in the results calcd. for
large mols., whose heats of formation are caled. with large errors at the
CBS—4 level, in comparison also with the CBS—4M version, justify our

“approach.
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produced by laser vaporization: Experiment (coll:l.sion--;l
induced dissociation) and theory (ab initio!
calculation). I. C2Sm- (1 .ltoreq. m .ltoreq. 11). j

Chen, Hong; Huang, Rong-bin; Lu, Xin; Tang, Zi-
chao; Xu, Xin; Zheng, Lan-sun Department of
Chemistry, State Key Laboratory for Physical Chemistry
of Solid Surface, Xiamen University Xiamen 361005,,
Peop. Rep. China J. Chem. Phys., 112(21), 9310-
9318 (English) 2000. Binary cluster anions composed of
carbon and sulfur atoms have been produced from laser
vaporization of a sample mixed with sulfur and carbon
powders in a 20:1 ratio. They were mass-selected and
their mol. formula was detd. by collision-induced:
_dissocn. The clusters consist of even carbon atoms only:

133:110238 Studies on carbon/sulfur cluster an:lons'l

.' ’



and their no. of clustering sulfur atoms equals or!
exceeds that of carbon atoms. Ab initio calcns. at the
ROHF/6-31G* level have been performed for the cluster
anions contg. two carbon atoms, C2Sm- (1 .ltoreq. m
.ltoreq. 10). Geometries of various isomeric structuresj
of the clusters were optimized and their energies were'
compared to find the most' stable isomers. For the’
singly charged anions, attachment of an addnl. electron’
leads to break their sulfur rings, and the isomers with
two dangling sulfur atoms and a closed ring have the:
lowest energy. According to the exptl. and theor.
investigations, the two carbon atoms form the bone of
the clusters, and ejection of two sulfur ‘atoms is the
most competitive dissocn. pathway of the cluster anions. ;



