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B (Cp, H,S); Bz’ (Cp, H, S); BH (CP’ H S)’ ‘
BO (ep, H,S)
13202 (cp, H,S,V,Re)
Wilkins R.L., Altman R. L. : .ot
J.Chem. Phb’S-, 1859, 31, N 2, 337-340 (cwm)
Thermodynamic properties of some- boron oxygen-k
-hydrogen compovnds ' .
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B NVE 2R Dissociation constant of pyrrolidinium ion and,x:elated,thermo-.‘
B ; dynamic quantities from 0 to 50°. Hannah B. Hetzer, Roger G. -

H Bates, and R. A. Robinson (Natl."Bur. 6f Stds;;"Washington,’
K "D.C.). "J. Phys. Chem. 67, 1124-7(1963). The thermody--
A 3'\(,0&- ..namic dissocn. const. of pyrrolidinium ion (BH*) at 11 temps..

" from 0 to 50° was detd. from .e.m.f. measurements of H-AgBr,
witowemmecfeee i cells without liquid junction. The dissocn. const. (Kyy) for the,
| process BH* + H.O &2 B + H,0% is given as a function of T

(°K.) by the equation —log Ky, = 2318.85/T 4 5.2042 —

0.005923T. At 25°, —log Ky is 11.305;, AH?is 54,470 j. mole~1, ™~ -
: ASis —33.7 j. degree~! mole~!and AC,? is 68 j. degree=! mole-1,’
N e B oo .1
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105083j Calculation of some consecutive dissociation con-|
stants based on spectrophotometric and pH determinations. ‘

Popa, Gr.; Moldoveanu, S. (Fucultatea Chim., Univ. Bucuresti,

Bucharest, Rom.). Chim. Anal. (Bucharest) 1972, 2(2), 103-6

(Rom). A flow chart and a FORTRAN program for the calen.

of the equil. consts. and mol. extinction coeffs. from spectro-
photometric data were developed for consecutive dissocn. equils. |
k of a base B in aq. soln.: B 4+ H* = BH+, BH+ + H* = BH»?*, |
P- and BHy'* 4+ H* = BH**. The procedure, based on the theory :
developed by W.E. Wentworth (1965), is illustrated with data |
on the dissocn. of l-alkyl-3,5-bis(p—dialkylaminobenzylidene)-‘
piperidones. G. Auslaender |
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13 B915.  CroakHOBMTe/NbHAS Tiepepdua sHepruu Mexay |

pawarenabubiMi cocrosuuaMu BH (A, v'=0), unpyuu-

poBanHasa He, Ar uan Hy: akcnepumentol. Nédélec O,

Dufayard J. Collision transfers between BH, AI,

v'=0 rotational states, induced by He, Ar, or H,: Expe-

riments.” «J. Chem. Phys.», 1982, 76, Ne 1, 378—384

) (aura.) '
[ug&m ’ CBUY-paspsan B cmecsix 2% BoHs ¢ He, Ar s H, npu
Aasa, nopspka 10=2 MM 3 nMnyJbcHoe H3Jy4eHHe KHA-

i {OCTHOTrO Ja3epa HCMOJb3OBAHHE JJIs TOJyYeHHsl paiHKa-
WCM Jt’%oa BH B cocrosuun Al v'=0 u J'=1, 4, 7. U3mepen-
Hble TOJIHbIC CeyeHHsl Nepefaul BpallaT. SHEPrHH COCTaB-

gsor qas J'=1 o=17,0; 283 u 29,0 A2, nana J' =4

»0=115; 242 u 249 A2 n mma J'=7 0=85 230 'nu

18,5 A% .nas He, Ar u Hp coorB. BuGop He B xau-pe

rasa-TymHTeJdst CBsi3aH € BO3MOXHOCTBIO  CcpaBHEHHs

SKCNEpHM. Pe3ysbTaToB C pacyeTaMi Ha_ ‘ocHoBe_ NeaMmit-!

V79, LG 73,




puu. moTemuiazga. Ar BBIGPAaH KaK TAMXKEAbT HHEPTHBI
ras, a Ho— BBHAYy BaXXHOCTH JAJs acTpodH3HY. HCCAEO-'
Bamit’ B Kau-Be MoJeK. rasa. Ilpenmymectsa BniGopa BH
coctosui- B GosblioM (4 'A) paccrosimmu  MeEXKAy Bpaa-|
TeabHbIMH JHHHAMI P- u R-BeTBeil, uto TO3BOJIIO 13-
MCPATb OTHOCHTE/bHbIC HHTEHCHBIHOCTH. . JI. 10. Pycuy

r—~
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8 1327 "IEN. O KOJIe6aTeNbHOI 3aBHCHMOCTH - napa- -
MATHHTHOI_BecnpHumunBocTy Monekyn BH .m AIH c yue
TOM KoJebaTenbHoit CTPYKTYPLI _ SHEKTPOHHOrO COCTOSIHHA
ATl Bpayu Il A, PeGaune T. K, CemaxonaO.I/I.;
Penp. x. «Bectn, JITY. DPus., xumuss. JI., 1983. 13 ¢,
uia. BuGmuorp. 14 nasp. (Pykonucn nen. p BUHHUTH
11.05.83, N> 2507-83 Hen.)

Paccmotpena KOoJIe0aTe/IbHAST  3aBHCHMOCTD napamars.
BOCIpHHMUYIBOCTH Mosickyn BH 1y AlH, kotopsie mmeior

/Z/ﬂ [ZILL&VL" 3aMKHYTYIO SJIEKTPOHHYI0TT00N0TRy— IMokasano, wuyro
TapaMari. BOCIPHHMYHBOCTB 3THX MOJIeKyJs1 GEICTPO pacTer

HACTCS aHOMAJBLHEIM PaclosoKeHen SJICKTPOHHHIX TepMOB

/ﬁm /‘ﬂ éionex\'yn BH u AlIH: BO30y2KaeHHOe DJICKTPOHHOC CO-
M BICKTPOHHOMY - COCTOSIHIIO X2, a  npu  Gecromeunos

/ MEKDARCPHOM _paccTosinni R OHH make _CHBAIOTCH, Tak|

é:lé”[/l{i‘ ¢ _POCTOM KOJIGaTe/bHOr0 KBAaNTOBOTO WHCAA, DTO 0GLse-
Toaune AUI nocratouno Gan3ko momxommt x OCHOBHOMY
8
//0,0 / g /g ) =7/



YTO  JuEpris nossyxmemm CTPEMHTCS K -HyJIO. Pacyer’
npobeien AByMsi CnocoGaMH: ¢ yueToM H 663 yuera Ko-'
71e6aTeBHON  CTPYKTYPH  3JEKTPOHHOro cocTostimst AMI.
Ycranopnena SKBHBAMEHTIIOCTb  5THX  cHOCOGOB ¢ TOY-
‘HoCcThIO 10 %%, rae x—-napa\rerp Bopna—Onnenremrepa '
b . Astopedepar
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! 100: 109902¢ The ‘lonic hydrogen bond and ion solvation. 2.

Solvation of onium ions by one to seven water molecules.

Relations between monomolecular, specific, and bulk hydrogen.!

Mautner, Michael (Cent. Chem. Phys., Natl. Bur. Stand., Washington,’

DC 20234 USA). J. Am. Chem. Soc. 1984, 106(5), 1265-72 (Eng).i

The relation between heats of solvation of onium ions BH+ by 1 H-0,

mol., ~AH®, and by 4 H20 mols., ~-AH®%04, is const. for most onitvin.

_ions: H%.4/H®0, is 2.28 £ 0.1 for all oxonium ions and monoprotonic;

ammonium and pyridinium’ ions, and 3.1 '+ 0.1 for polyprotonic

; ammonium ions. These relations, in conjunction with the correlation’
J// ) 0 between AH®. and the proton affinity difference, APA = PA(B) -
2 /Z(Z/ PA(H:0), allow the prediction -of the total 4-mol. specific hydratior

energy —AH%y for all onium ions within the exptl. accuracy of +3

kcal/mol. The obsd. (or predicted) 4-fold specific relative hydration’

energies simulate closely the relative bulk hydration enthalpies for:

most ions. For most onium ions differential hydration effects are,

detd. by the specific H bonding interactions. Deviations are useful Lo,

identify bulk solvation effects. For example, such deviations indicate

attenuate:? bulk solvation of ions with Ph substituents. |

O A/98Y, [eo, m!Y
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7 141789d Assignment of absolute gas phasc basicitics of
=il molecules. McMahon, T. B. (Gueclph-Waterloo Cent. Grad.!
‘.g\ Chem., Univ, Waterloo, Waterloo, ON Can. N2L 3G1). NATO‘
L Ser, Ser. C 1987, - 193(Struct./React. Thermochem. Ions),:
-19 (Eng). "Heats of protonation data (AH°(BH#*)) are evaluated!
*zder to define and assign abs. proton affinities of some small!
v The AH(BI*) data can be obtained from cither monocnergetic,
wrron impact or photoionfzation threshold measurements for |
“n.of BH* and a ncutral, radical fragment, F, from a stable mol,
‘M= BH¢+ + F + c-. For McOH, the valuo is 170.2 keal/mof !
“!az to a proton affinity of CH20 of 170.9 keal/mol. Often'’it is]
"wible to produce a free radlcal BH by pyrolysis of some suitnblc[
wizzor, X, (X — BH + Y-) and to subsequently det. the jonization |
“3 by monoenergetic electron impnct, photoionization or photoelectron !
surmscopy (BH — BH* ++ o2), In some casca no stable mol, |
arsor M s available (e.g, in cases of HiO+, HaS+, NH¢+, and |
). They can be obtﬂine(! through generation of van der Waals
“*ue: 2B — B; and B2 — BH+ + D. Ab initio calens. can also bci

- sEEmsasmssewann)
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-} 3B51026. 06 smeprun auccounaunn BH. On the dis-
sociation energy of BH / Bauschlicher Charles W., Lan-
ghofi Stephen R., Taylor Peter R. // J. Chem. Phys.— |
1990.— 93, Ne 1.— C. 502—506.— AnrJ1. . o

Muoroxondgurypauionnsim Merogom CCIT ¢ nocaeayio- |
LM Y4CTOM MOJHOrO Kouurypai. B3-is Aas -4 Bajcnt-,
ULIX 3JCKTPOIOB B IIHPOKHX Gasicax CTPYNNIPOBAHNLIX. |
rayccopbiX ¢-wuit (mo ¢-wmit Tuna d u f wa B u tnna d|
sa H) nposesenst pacuerst sHepruit mMosexkyast BH B co-j
crosutnsix X'S+ 1 AUL npi MCKDBSACPHLIX PACCTONTMAX A0
100 ar. ea. Ouelelbl CNCKTPOCKOMHY.  MOCTOSIHHBIE
(B CKOGKAX — SKCMCPIM. BEJHUHHBI): ro=2,333 (2,329) ar.|
el.; 0.=2361 (2367) cm~*; De; Do=281,540,5 KKaJl/MO.nbi
aasi 'X+-cocrosnusi; T, 1 Bbicota Oapbepa, paBiast 1,94
+0,2 KKaJ/MOJb, Ha MOTCHIAJbHOI - KPHBOI A'l-coctosi-|
uusi.  Halifens - BpeMena TYHHeNNpOBauus uepe3 Oapbep
Ha Kpupoit A-coctostnsi BOAN3H OGPHIBA B CHEKTPe HCmy-|
ckauus (npu cooTB-wuxX v’ ¥ I’) i LIHPHHBI KoJe6arTen-
HO-BpaIlaT. ypOBHeil 5TOro cocTosiHuss BOMN3N OOphiBA B
cnektpe noraowenns. Ipu suuncacunn Do yutena mo-.
npaBka la lienoaiory (asiuca M pacuer MpoBeACH ¢ MoJ-!
HLIM YYCTOM OCTOB—OCTOBHOIl H ocToB—BaJICHTHO{T Koppe-'
SIS, H. ®. Crenanos’
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) 8 B3013. Tepmoxummus BH,Cl, paccuntannas Ha ypoeHe |

TeopuM layccuna-2. Thermochemistry of BH,Cl, calculated;

at the G-2 level of theory /Schlegel H. Bernhard, Harris'

Stephen-J. //J. Phys. Chem. .—1994 .—98 ,Ne 43 .—C.!

11178 —11180 .— Anrn. ° . ‘

Ha yposHe teopuu layccuHa-2 ¢ touHoctblo ==2 kkan/monb

oueHeHbl TennoTol obpa3osavus coeauHenuns BH,.Cl, s

upeanbHo-ras. cocrosHuu npu T1-pe 298,15 K. Monyuens cneg.

3Havenus AH° (s KKan/Monb):' BH 105,8; BH; 79,4; BCl 42,5;

BHCI 34,5; BCl, —6,8; BH; 24,97 BH,Cl —T19,0; BHC; —60,7

3 —U98,6. PaccuuTaHbl Tak)Ke TennoTtsl - aTOMWIAUMH M

auTponuu npu 298 K ans atux coepunenuir. MposepeHo cpas-

ﬁ f HeHue paccuuTaHHbix 3Havenunt AH® ¢ nut. akcnepum. fau-
__B. ®. Baibys

HBIMM.
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129: 266248n Heats of Formation of Simple Boron Compounds.

Feller, David; Dixon, David A.: Peterson, Kirk A. (Environmental

Molecular Sciences Laboratory, Pacific Northwest National Laboratory,

Richland, WA 99352 USA). J. FPhys. Chem. A 1998, 102(35), 7053—7059

(Eng), American Chemical Society. The heats of formation of BH, BH,,

BHj;, and B;Hg have been obtained from ab initio coupled cluster calens.

by using a systematic sequence of correlation consistent Gaussian basis

sets. The best values were obtained by extrapolating the finite basis set

results to the complete basis set limit and by incorporating an est. of

core/valence correlation effects. In general, the largest calcns. in this

study utilized quadruple—¢—level basis sets that were augmented by an !

addnl. shell of diffuse functions. Even larger basis set calens. were |

performed on the smallest of the four systems in order to test the ac-|

A ﬁ curacy of the complete basis set extrapolation. Vibrational zero point
j’ energies were taken from expt. when available. Missing values were
replaced by theor. harmonic frequencies scaled to more closely approx.

& the exptl. values. The calcd. heats of formation are AH; %BH) = 106.2l

% 0.3 kcal/mol, AH(BH,) = 78.4 % 0.6 kcal/mol. AHOBH,) =258 il

)

——

0.7 kcal/mol, and AH/ ,f 13.7+ 14 keal/mol.  —___~
72
C.R. 7995 7129, 12O



