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i /) 6B26. Xumus docpopa XXII. Buicwie UCNCOLPAINBIC,
1 UHKIHYECKHE ?oc@anu. Baudler M, Stondeke H. .
! Borgardtd TAD.cl. H. Fohere kettenformige ‘und {%5

—cyclische Phosphane. «Naturwissenschaften», 1965, 62,
Iy Ne 12, 345 (uem.) . o
[Moayuensl Bbiciie (ochansl (B®d), oraenenue K-pbiX OT

! P,H, fiponspoaian (pakKiiionipoBanHoii neperoHKoit 1 Kpu- ———
} _~_cranm3aumeit or —38 110 —78° uaH e Neperonkoil B Bbl-
: coxoM BakyyMe. ITo JamHBLIRf XHM. aHamn3a i CnexTpa KP
! ___B®d mpexacrasasior coGoit cmech docdanon TepeMeHHoro
; coctasa. Metogom I'X nokasano, uto B® noumo PH; 1 —
i __-P,H, cozepxart,eue 5 coelnteniil, NpHHaLICKaLHX K psi-
! ay uencoGpasubiX PrHaqe it WKINY. pocdarnos PpHn Me- —
| —__TOZOM MacC-CNIeKTPOMETPIlil YCTaHOBJACHO TaKikKe Hamtie

-P:;H:\. paHs. p(Hg, p4H4, p4H¢;, psHs, psH-]' PsHs, P5H3, H‘———
___PiH;; Boamokno, uto P;Hz, P7Hy, PsHe, PgH,, PoHa, PgHa,
. i PgHy aBASIOTCS He MOJIeKyJaaMi, a paanKaiaMH. Hx o6-
! pasobaniie, OJHAKO, JOKa3blBAeT CyLWECTBOBAHHE OKTa- "
.~ nonadocoanon. CooGuienne XX cM. PyKXarM, 1965, 15B58.
. 0. Tonvées
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FP-NY -3 1908

13 5102. IlpuroroBjeHHE H Macc-CneKTpoMeTpHst TpH-
ocguna-5. Fehlner T. P. The preparation and mass,
—— spectrometry of triphosphine-5. «J. Amer. Chem. Soc.»,
1968, 90, Ne 22, 6062—6066 ((anrm.) i
—— Paspa6oran HPKYISALIHOLHBLT TIPOTOUHBIIl peakTop, ¢ mno-
MOILbIO. K-poro mpi <oTtonn3e angocpuna-4 (PzHi) aBToP!
NOMy4yHa OMH3KHIL K UHCTOMY (93%) Tpudocdun-5(PaHs) .
P;Hs siBasercst HeCTaOHJBHBIM MPOMEKYTOUHBIM COCHIHe-,
HieM, oGpasylolleMcs MPH TepMud. pacnaie PoH,4. Tloay-——
yennbi PsHs Hccae0Bancst Ha Macc-CHeKTpOMeTpe C CHcTe-’
MOii Hamycka, 1o3posioleil nolasaTb o6pasell B HCTOUHHK
HOlOB B BHAE MOJeK. myuka. Mamepeno :asn :
gax ynxunn T-pni. Haitaeno, uto T-pa Kumefiust W _T-pa——

A nnapaenns_PaHs papnnt 96 1 —34°C cooTB. H3mepetibl|
notenTAansl_nossacis (M) Mosex. i 0CKOJOUHDIX HOHOB. ™™

A3 _




IIIT P3Hs*  pasen 87=40,1. 38. IlpuBeiensl oueHKH:,
40 wraa/voas ans sueprun P—P oBssi u 1172 xxaa/soao!
AJs €POACTBA K nportoHy «pocduua. IIpeamonaras y PjHs!
TIPONAHOBYI0 CTPYKTYPY, aBTOP C TIOMOLIBIO WOJIY3MIHPHI. |
Teopuy mauwea a1 IIIT PsHst semmuuny, pasnyio 8,814
+0,11 6. Xopoulee. coBnagenue TCOPHH If DKCNepHMenTa i
MIO3BOJIHJIO €My CAe1aTh TIPEANOJIOMKEHHEe O CYIeCTBOBAHHH |
-tomoaoros Thna PnHn4s. Iloxkasano, uro PsHs mpu 573°:
TCPMHYECKH pacmajgaercsi ¢ obpasopannem PoHy n PyHg 1}
YTO 3Ta pCaKUHS SBJAETCS NPOTOTHIOM peaKUHH pOCTa |
ueny mpy_moanymepn3aunn PoH,. . M. T. Topoxeuxni !
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s )104004g Ab inifio LCAO-MO-SCFsiudy othhg gauche, ——
taggered, and eclipsed forms of diphosphine obert, Eean
€Dy

B.; Marsmann, Heinrich; Van Wazer, John R.“{Chem.
Wanderbilt "Uiive, Nashvme‘ Tenn:)y:~f=~Chein. Soc. D 1979,!
(6), 356-7 (Eng) By using 3 relatively small Gaussian basis ——
—sets, nonempirical SCF calcns. on 3 conformations of P,H, indi-|
cate that the relative stability of the 3 forms is: gauThe > stag-._

C Re gered > ecllpsed'cvﬂtrarrto'ﬁ‘l'e‘f&m'f A. H. Cowley. et al.
CIN
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b 229942 /9GF
' 23B5340. HesMmnupuyeckoe McciefoBaHMe Tep-
moxumuu nudocouna (P2H,4) m xaTHoH-pagukana
audochuna (P2HI'). Ab initio study on the
thermochemistry of diphosphine (P2H4) and diphosphine -
‘radical cation (PgHj") | Glukhovtsev Mikhail N., Bach,
Robert D. // Chem. Phys. Lett.— 1997.— 265, N 3-5.——(
C..514-520.— Anru. e
C Hcnoab30BaHMEM  TeOpHH G2 paccuMTaHa  Te-
mioTa obpasoBanus Juidocduna AfH° (HoP—PHg,
298 K)=35,3+8,3 kIlx/monb. KaTnon-pamuxan mudocdu-
Ha P2H.j," yMeeT Hemnockylo cTpykTypy Cop ocnoBnoro
cocTosHMA . ero Temnora obpa3oBanns AJH° (PzH:"",

298 K)=893,2+2,0 kIl /Monb. Oneprus amuabaTiy. Houu-
samn mudocduna, paccunTalias ¢ CNONBL30BaHHEM TEOPHH
G2, pasna 8,87 5B. IIpoBenelo cpaBleHHe NOJYYEHHBIX pe-

3yJBTATOB C JINT, JAHHBIMH. Buba. 35. B. ®. Baiibys




/g //y . | (59

7], 126: 204230¢ Ab initio study on the thermochemistry of diphos-
/ hine (P;H,) and diphosphine radical cation (P,H,*). Glukhovt-
/ y /gev, Mikhail N.; Bach, Robert D. (Department of Chemistry, Wayne
State University, Detroit, MI 48202 USA). Chem. Phys. Lett. 1997,
265(3-5), 514—-520 (Eng), Elsevier. The G2 calcd. heat of formation of
diphosphine, AH g (HoP—PH,) is 35.3+8.3 kJ mol-1. This is closer to
the earlier exptl. ests. of 20.944.2 kJ mol-! and 41.4 kJ mol-?! than to
the AHp9s value of 69 kJ mol-! given in the widely used compilation of
Lias et al. The diphosphine radical cation, H,P-PH,*, has a non—
planar C,), gmund state structure and its heat of formation of H,P-!
PH,* (AH9s) is 893.242.0 kJ mol-!. The adiabatic ionization energy

Z /4” — of diphosphine, H,P-PH,, was calcd. using G2 theory to be 8.87 eV..
£1/7). it
/}’LW z‘L ) % s

4. 1993, 126, /vfs‘



F: H2PP

P:1

134:257400 Calculated heats of formation of simple phosphinidenes
(phosphanylidenes, R-P).  Szieberth, T).; Veszpremi, T.; Nguyen, M.
1. Department of Chemistry, University of Leuven, Louvain, l!clg
1. Mol. Struct. (2000), 556(1-3), 143-149. in English.

Ab initio MO and DFT calens. up to the coupled-cluster
theory level, CCSD(T) with large 6-311++G(3d[,2p) und cc-pVTZ busis
sets, have been applied to det. the heats of formation of a series o
simpie phosphinidenes (R-P) that exhibit a tripiet ground state. Three
different exchange and isogyric reactions of the type RP + 1TX — TP +
RX have been used as working reactions. A set of consistent values for
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AHf298° (R-P) arc cvaluated as follows (valucs in keal/mol): H3CP,
47.6; 112ND, 48.6; 110D, -0.5; I, -12.5 (exptl.: -12.4); 1I3SiP, 61,9,
H2PP, 58.0; HSP, 47.9: CL1, 30.0 (exptl.: 30.8): Brl’, 40.0 (exptl.: 38.9)
with an cstd. crror bar of +2 kcal/mol.. DFT/B3LYT calens. have been
found to reproduce these values with acceplable accurcy. Empirical
corrections for the DFT/B3ILYP calens. were estd. and heats of
formation far a series of ather phasphinidenes were also cvaluated using

this correclion: H2FCP, 10.2; HF2CP, -43.6; F3CP, -96.0; H2CICP,

46.6; H2BiCP, 56.8; O:CHP;34.6; S:CHP, 81.2; HN:CHR, 77.3;
CII3CII2D, 43.4;. IRC:CIID, 70.4; IIC.tplbond.C-P,-100.5 Lcal/mol
Except for the diat. species, no exptl. values for RP are available yet.\ |
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