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' 98: 149895b Gases and carbon in metals. :

kinctics, and properties). Pt. XIX.

(I'hermodynamics,’
m metals (1).

Palladium (Pd). Jehn, H.; Speck, H.; Hehn,
Hoerz, G. (Inst. Werkstoffwiss.,, Max-Planck-
Stuttgart, Fed. Rep. Ger.). Phys. Daten/Phys.

67 pp. (Eng). A survey is presented of ther
% phys. properties data of Pd systems with H, D T, o
Pd alloys with H, D, and T. Crit. selected data are recommended., A

M /a-' bibliog. of relevant literature is also given. _
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/116: 247311t Gas-phase ion chemistry of HP2-, FP2-, and HP;*.
O'Hair, Richard A. J.; Krempp, Michele; Damrauer, Robert;
DePuy, Charles H. (Dep. Chem. Biochem., Univ. Colorado, Boulder,
CO 80309-0215 USA). Inorg. Chem. 1992, 31(11), 2092-6 (Eng).
The gas-phase ion-mol. chem. of the mass-selected jons HPz, FPy-,
and HP:* has been studied in a tandem flowing afterglow selected-ion

Alow tube (FA-SIFT). Both HP:- and HP:* are formed by direct

electron impact on phosphine, followed by subsequent ion-phosphine
reactions in the first flow tube. The related ion, FP2, is formed via
an ion-mol. reaction between HP2- and hexafluorobenzene. A no. of
reactions of HP2- was obsd., including hydride transfer and proton
abstraction, as well as fluoride transter and proton abstraction for
FPz-. Using bracketing techniques, the gas-phase proton atfinity of
P: has been detd. as 162 + 3 keal mol-, in good agreement with
Nieuven and Fitzpatrick’s theor. predicted value of 168 + 3 keal
mol't. ‘The heats of -formation of HP%-, HP:», HPPH, FPs-, and
FPPH have been estd. from the exptl. detd. hydride, proton and
fluoride affinities of P2 and from the gas-phase acidities of HPPH

and FPPH. /L_@: /A é/)) ///)/ﬁ/jfﬁ)
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F: P2H2 . o / 7% Af

P: 1

45349, Tpoduni NOTEHMHANBHOMN IHCPIHH HIOMEPH3ANHH H TEPMUUCCKOTO
pawioxennust aucgocena P=P B ocHoBHOM H B BO30YXIEHHBIX AICKTPOHHBIX
cocTosnnsx. Potential energy profiles of the geometric isomerization and the
thermal decomposition of diphosphene HP=PH in the ground and excited
electronic states / Fueno Takayuki, Akagi Hiroshi / Theor. chim. acta. -
1995.-92, N 1. - C. 1-12. - Anr.

C noMOLI0 TEOp. PAcYeTOB HCCNENOBANBI NEOMETPHY. HIOMCpH3AUHA H
‘mpouecc  AETMAPOTCHH3AUMH, @  TaKkKe  pacCMOTPCHB npodIH
NoTeHUHATbHON JHEPIMH B OCHOBHOM H B HECKONBKHX HH3KONEXaUMX
BO3GYXIEHHBIX ICKTPOHHBIX  COCTOAHMAX nudocdena P=P. Beicotst
GapbepoB JUISt TPAHC-LHC-H3OMEPHIAUHK audocdena onenensl paBasMH 265
"1 144 XIIX/MONb WIS HHBEPCHH H BHYTD. BPALUCHHS COOTB. DHEPIUH crsseif -
P u P-P waiinenst pasubiMu 304 m 271 xIx/monmb COOTB. aunbonee
HH3KONEXalee BO3GYXICHHOE ICKTPOHHOE COCTOSHHE panuxana P[2]~

X-7994 4.



ARIETCS 3'mu'-anexTponnoii CHCTEMOIE, HMeloLe i 'c1pynypy i
pasnoGeapennoro TpeyronsHuka. Dro cocrosnue  obpasyercs npy
ACTHAPOTCHH3aunH nepBoro BO36yXnennoro CHHDIETHOIO cocTosmns P=P. '

- DHepmis aKTHRanHK ACMHAPOreHH3aUNK Haiinena Paenoit 194 xIIx/mons.. Do,:
TEPMHY. pawioxeHne.
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P: 1
20B176. TouHme TemoTH obpasoBauma PH[ n], PH{+}[ n] »u
PH{-}[ n). Accurate heats of formation for PH[ n],
PH{+}[ n], and PH{-}[ n] / Ricca Alessandra,
Bauschlicher Charles W. (Jr) // Chem. Phys. Lett. 1998.
- 285, 5-6. - C. 455-458. - AHrI.

C uCrnoib30BaHKEeM HesMNMPUUYEeCKMX MeTonoB MO pasnuuHoro
ypoBHA ¥ MeTona (YHKUMOHAna  IUIOTHOCTM  OnpenesyeH:
reoMeTpuueckan CTPYKTypa, KoJyieGaTenbHue YacTOTH,
3HepreTuyeckue XapaKTepUCTUKA un TepMoOuMHaMuyeckue
ceoiicrBa (300-4000 K) cucrem PH[ n], PH{+}[ n] c n=1-3 u
PH{-}[ n] c n=1-2.

/998



£: puzt) Of 2934

20B176. TouHHe TenjoTH obpa3oBauua PH[ n], PH{+}[ n] u
PH{-}[ n]. Accurate heats of formation for PH[ n],
PH{+}[ nl, and PH{-}[ n] / Ricca Alessandra,
Bauschlicher Charles W. (Jr) // Chem. Phys. Lett. 1998.
- 285, 5-6. - C. 455-458. - AHrI. .
C MCnosb30BaHMEM HE3MNMPUUECKMUX MeTOnoB MO pasiamMuHoro
ypoBHA ¥ MeTona  (QYHKUMOHANA  IUIOTHOCTM  ONPENEeJIeHH
reomeTpuueckKas CTPYKTYPa, KoneBaTesibHHE YaCTOTH,
sHepreTuyeckue XapaKTepUCTUKA u TepMOaOVHaMUUeCKyue
. cposicTBa (300-4000 K) cucrem PH[ n], PH{+}[ n] ¢ n=1-3 u
PH{-}[ n] c n=1-2.

‘

2ot X, 7998 /720



’ﬁ‘ 3
)i e ; /907
L/ ),c ;(\Z'/ ,//t/
Din*
Ihn o e

- /_, 128: 327156 Accurat:: heats of formation for PH,, PH,*, and

/ I - _3 ‘PH,-. Ricca, Alessandra; Bauschlicher, Charles W., Jr. (Department

of Chemical Engineering, Stauffer 111, Stanford University, Stanford, CA
94305-5025 USA). Chem. Phys. Lett. 1998, 285(5,6), 455—-458 (Eng),

’ S—
D 1/ Elsevier Science B.V.. Accurate heats of formation are computed for
' /'( /) PH, and PH,*, forn = 1-3, and for PH,~, forn = 1-2. The geometries
/ / and vibrational frequencies are detd. at the B3LYP level of theory. The
Z energetics are detd. at the CCSD(T) level of theory. Basis set limit
values were obtained by extrapolation. Spin—orbit effects are taken

/] A g /{6 from expt. The temp. dependence of the heat of formation, heat capac-
¥ . / jty, and entropy are computed for the temp. range 300 to 4000 K and fit

L:/"u;/i ‘/:@/A j¢ toa polynomial. . , -
(A 1992, @) ¢ Phy, M Py
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20B176. Tounne TemnoTh obpaszoBanua PH[ n], PH{+}[ n] u
PH{-}[ n). Accurate heats of formation for PH[ n],

" PH{+}[ nl, and PH{-}[ n] / Ricca Alessandra,

Bauschlicher Charles W. (Jr) // Chem. Phys. Lett. 1998.
- 285, 5-6. - C. 455-458. = AHDJI.

C HMCNONb30BaHMEM HE3MNIMPUUECKUX MeTonoB MO pasimyHoOro
ypoBHA ¥ MeTonma  OQYHKUMOHAna  IUIOTHOCTM  ONpenefieHH
reoMeTpudeckas CTPYKTYypa, kosnebaTesbHHE YaCTOTH,
3HepreTudeckue XapaKTepuCTUKA u TepMOAMHaAMMUEeCKue

. cpomcTBa (300-4000 K) cmcrem PH[ n], PH{+}[ n] c n=1-3 #u

PH{-}[ n] c n=1-2.
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20B176. TouHHe TenyuoTH oOpa3oBauus PH[ n], PH{+}[ n) u
PH{-}[ n]. Accurate heats of formation for PH[ n],
PH{+}[ n], and PH{-}[ n] / Ricca Alessandra,
Bauschlicher Charles W. (Jr) // Chem. Phys. Lett. 1998.
- 285, 5-6. - C. 455-458. - AHri.

C MCNoNb30BaHMEM HE3MNMPUYECKMX MEeTOHOB MO pasnmuHoro
YpoBHA u MeTona (QYHKUMOHANa NJOTHOCTM  ONpenesIeHH
reoMeTpuyeckas CTPYKTYypa, KoJyiebaTenbHHe YacCTOTH,
3HepreTuyeckue XapaKTepUCTUKNA u TepMOOMHaMMUEeCKue
csoncrea (300-4000 K) cmcrem PH[ n], PH{+}[ n] c n=1-3 u
PH{ )[ n] c n=1-2.

Poet ) 198,440

7995
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P: 1

20B176. TouHHe TennoTH oOpa3oBaHus PH[ n)], PH{+}[
n] u PH{-}[ n). Accurate heats of formation for PH[
n], PH{+}[ n), and PH{-}[ n] / Ricca Alessandra,
Bauschlicher Charles W. (Jr) // Chem. Phys. Lett. -
1998. - 285, 5-6. - C. 455-458. - AHrI. )
Cc MCNOoJIb30BaHNeM HesSMNMpUYeCcKux MeTOonoOB MO
pasaMyHOTO YPOBHA M MeTona OYHKUMOHANA MJIOTHOCTHU
onpenesyieHH TeoMeTpuyeckas CTPYKTypa, konebaresbHue
YaCTOTH, 3HepreTMYecKue XapaKTepPUCTUKA n
TepMomuHammuyeckue csoicTBa (300-4000 K) cucrem PH|
n], PH{+}[ n] c n=1-3 u PH{-}[ n] c n=1-2.

DALY /958,140 ®

199
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20B176. ToOuHHe TemIOTH oOpa3oBanus PH| n)}, PH{+}I[
n] u PH{-}[ n]. Accurate heats of formation for PH[
n], PH{+}[ n), and PH{-}[ n] / Ricca Alessandra,
Bauschlicher Charles W. (Jr) // Chem. Phys. Lett. -
1998. - 285, 5-6. - C. 455-458. - AHDMI.

c UCnoJsyib30BaHUeM He3MNMUpUUeCKMUX MeTOnoB MO
pasNMUHOTO YPOBHA ¥ MeToma OYHKUMOHANA IJIOTHOCTH
onpenesieHs TeOMeTpuuecKas CTPYKTYPa, xosieGaTesbHEEe
YacCTOTH, 3HepreTuyeckue XapaKTepUCTUKN u
TepMOOMHAMMUECKHe CBOMCTBA (300-4000 K) cucrem PH[
n], PH{+}[ n] c n=1-3 u PH{-}[ n] c n=1-2.

Py, 7998, N20 ¢
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F: PH /5292?

P: 1

132:256647 Revised thermochemical properties of
phosphinidene (PH), phosphine (PH3), phosphorus nitride
(PN), and magnesium phosphate (Mg3P20 Lodders,
Katharina Planetary Chemistry Laboratory,
Department of Earth and Planetary Sciences, Washington
University St. Louis, MO 63

130~ 4899, UsSA J. Phys. Chem. Ref. Data, 28(6),
1705-1712 (English) 1999 Revised thermochem. tables

for phosphinidene (PH), phosphine (PH3), phosphorus
nitride (PN), and magnesium orthophosphate (Mg3P208) are
compu These computations were done because the P ref.
state was not adjusted to white P ref. state and/or
because the tables of these compds. are printed
erroneously in the 4th edition of the NIST-JANAF
Thermochem. Tables.
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