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HCN (Cp, t.d.f.) /,‘jé“z
Durand J.L., Brandmaier H.EH.
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.7 Thermodynamics of metal-cyanide coordination. I. pK, .___ .
. ! JAH®, and AS° values as a function of temperature for hydro-
i _ lcyanic acid dissociation in aqueous solution. - Reed M. Izatt, .
e —eeeers—r__James J. Christensen, Russell T. Pack, and Rees Bench (Brigham——-—
| iYoung Univ.; Provo, Utah)." Inorg. Chem. 1, 828-31(1962){
oo —iThe thermodynamic dissocn. const. of HCN in aq. soln. was detd .——-~—-
; i lat 10-45°. The pK values obtained with their indicated 95%
i ___ lconfidence limits are: 10°,9.63 = 0.01; 15°,9.49 = 0.01; 20°, ——-—
19.36 ==-0.01; . 25°, 9.21 = 0.01; 30°, 9.11 = 0.01; 35°,8.99 £ .
3 Du,{_ __-.{0.01; 40°, 8.88 == 0.02; 45°, 8.78 == 0.02. The AH® value for_____.
" - IHCN dissocn. in aq. soln. was detd. at 8 and 25° by a thermo-'
Imetric titration procedure. The values obtained with their
- QS -~195% confidence limits are: 8°, 11.3 =.0.2; and 25°, 10.4 = 0.2
|keal./mhole. AS° values of —7.4 and -—3.9 e.u. were caled.
- = -==- 1 —=---from the AH® and AG°® values at 8 and 25°, resp. The AGTT
gvalu'e at 8° was obtained by extrapolation from AG® values act: AO—
et 45° ~ i T

Bosins - — —

i
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21 5183. Hekoropsie XiMirueckme pasHoBecHs Ipir %z’
. TAa30BOM INAHHPOBAHNN MeTada0B, MaKOIKIIH _,H.-._é.-;_‘
_CM Nasmgona 3K B, <K mpurt xmaub, 1962, 35, N 7, ()
et 1487—1496 , : g
PaccyoTpennt XmM. paBHoBecus, TpPOTERAIoLIe TIPI :
~ T IIAHIIPOBAHII METAQJI0B B ILHTEPBAIO 500—:1200° K.-“"“\‘ =
. B mydeae meun Boamoskno odpasosanme HCN mo p-mpsm - -

TTTTTTTTTTTUTTCH4 + NH; = HCN + 3He' 1t CO + NH;z = HCN (ras) +7‘T”“'§}'T“
) : + H,0, BBIUMCIECHL KOHCTAHTHI PABHOBECHS OTIX P-IINL :

QA

~"u npoment HCN B cMecn (moxomur mo 25% pasa (1) mpu

- e ©1200° K). TepmogmuaMmy. apami3 p-Iumif, IpoTeKaloupx
Bt e mpir pacnage HCN mo cxemam HCN = 0,5N; + 0,5Hp +77— "%
B e " 4+C, HC(N=N+H+C (1) m HCN = 0.5CN; + 0,5H, i
“TTT T 77 7(2), NpHBOANT K BHIBOAY O pea’pHocTH mpomeccos (1) T T
u (2). HpoaykTer oTux p-muif, B3amMojieiicTBys ¢ MeTal- 'Q~ !

T T UTTUTUTTTpamm, MoryT oGpasoBmiBaTh KapOomnTpmamsie asni, UTO Q

. TIOATBEPsKAAETCS TEPMOIMHAMIY. BEIYNCICHILIMI ST Kap- . P

N 6mnos m mnrpiumos Fe, Al, Cr, Si, Mn, Ti. JI. Pe3mmmkmii ~ 7"~ 7.7~
N A - . 1
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——HCN\ et B379. .dﬁpasonahue LWHAHHCTOrO BOXOPOAA NPH azHa-

|
1IN

X194

'X\‘ "CMECH NPOH3BOAHJICS B NPeANoJIO)KeHHH, YTO NPH BHICOKHX

GaTHYeCKOM CKaTHK CMeceii ‘MeTaHa W ammuaxa. Il u x -

Y | 196277147,y g m.
}\ Busicnenst yenosus: cunfesa HCN (1) no p-win CHa+-
‘W7 #+NHs=HCN+3H: (1) npu agmaGatuu. cxatii cmeceil
\ CHa+NHs+-Ar B ycsioBHsX GhICTPOTO HArpeBa H 3aKaJKH.
3 o Onbitet co cmecami CHq+NHs+Ns gaan OTpHUATENbHEIE
pe3ysbTaTthl, T-pa cxKaTHS 3THX CMeceil OKa3ajachb HeJo-

SV CTaTouHO BestHKa Ansa o6pasosanns I. Koncranra pPaBHo-
Becis p-unn (1) paccunthiBanach mo yp-umio K - —11896/
—\;"'/T-HO.MI lg T—2,530-10-* T+0,231.10-°T2—0,122.

-10°T-2—17,14. Pacuer comepxanus I B PaBHOBecHOj

T-Pax Jazke NpH BLICOKHX AaBJEHHSIX JETYUYeCTH KOMIOHEH-
N\ T0B GYAYT Masio oTaimuaThes OT HX NMApl. AaBjenuii. Han-

25003000 _xz/cu?. o

anc N.C,Bopoaunna M IO eloka. AH CCCP», .
| T Rt

Goabwunit Beixon I — g0 20 06.% — noayuen NpH cxaTHH
"| 7777 Shecu cocraBa (B 06:%) 8,8 CHa, 2,5 NHs u 88,7 Ar no
JI. Pesupukmit .

1964,
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—— f 32417v Dissociation constants of hydropseudohalic acids. !
JJ..H. Boughton and R. N. Keller. (Univ. of Colorado, Boulder). |
— 2 "Inorg. Nucl. Chem. 28{12), 2851-9(1966)(Eng). By means of [
potentiometric titrn. with HCI of solns. of pseudohalide salts at |
___several ionic strengths and temps., pQa and K,° values (Qa is{™
- molar equil. quotient and K,° dissocn. const.) were obtained for'
___HCN, HN;, HOCN, and HSCN. From pH studies, HSeCN is-—
shown to be a very strong acid. The dissocn. consts. for the.
___above acids in the order given stand in the approx. ratio of 1:10%: .—
T108:10°:10°. Approx. AG®, AH® and AS® values were caled. and
___these are esp. useful in the cases of those acids for which directly.._
measured thermodynamic values are unavailable. 32 references.
RCIX |
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WJCN"' © 111111u Halogenoid complexes. Raymond N. Keller (Univ. |

of Colorado, Boulder). AD 631282." ~Avail. CFSTI™ $3.00!

C\A/’ . ' cy, 10 pp.(1966)(Eng). A summary is given of work involving!
the chemistry of the

following halogenoid or pseudohalide |

- - 4jons: N;~, SeCN-, -NCO-, and azidodithiocarbonate (SC-#=
'SN;~). The emphasis of the research was to det. to what!
... - extent the pseudo-halide ions could act as ligands in coordination |
,r‘c‘ complexes and the general nature of the resulting compds. |

_ . .Dissocn. consts. were obtained for the acids HCIN, HNj, HOCN, L. ..
. HSCN, and HSeCN. From U.S. Govt. Res. Develop. Rept. |
- 41(11), 22(1966). o TCYL |
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HCN

e, AT X 968
5b1016. dusnyeckue CBOiCTBA yrJeBO0OPOaOE.
Yactb 36. Hutpuaw, Gallant Robert W. Physical
properties of hydrocarbons. Part 36, Nitriles. «Hydrocar-
bon Process.», 1969, 48, Ne 7, 135—141 (anra.) : 35T
Ha ocnosanuu JHT. QaHHBIX BHIOPaHBl 3HAUeHHs T. KHIL.

: 13aMep3anHsa M KPHT. IOCTOSAHHBIX H COCTaBJICHbLI AHarpam--

Mbl HEK-PbIX (bl|3.-.‘(li.\l. CB-B IIHAHHCTOroO -BOlIOEOlla, aleTo-
——— e,
HHTDHJIA, HBOHHOHIl!EHJla H !T'HEOHHTHHJIZ!, npHyemM B po-

€ CJydyaeB HCMNOJAb30BaHbl H3BECTHbIE METOAbl OLUEHKH CB-B.

?)w.CK

£ . |”]’)HBCIICHbl AHarpaMMpl CJeAylOWHX CB-B: JaBJ/IeHHe TapoB.

(or —20 po 240°), Tennors mapooGpasoBanus (0T —40 10

Y-

[ ; : ) 2
e ®
| o

310°), Tennoemkocts mapos (0—1000°), TemaoeMKOCTh KHI-
kocteit (ot —40 mo 160°), maoTHocTh AHAKoOCTeit (0T —40 .
——— 10 310°), Ba3kocTh mapos (0—500°), BS3KOCTb KHAKOCTEt
(or —40 o 160°), noBepxHocTHOe HaTsKenne (ot —40 10,
———— 160°), Temaonposoanocts mapos (0—600°) u TemmonpoBoa-———
HoCTb KHAKoCTelt (or —40 no 160°) BceX pPaccMOTPeHHbIX
peecrs. Hactp 35 cv. ped. 551015. B. Baii6ys ——
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o 2; . LMSRbGas chromntographxc and vapor pressure studies of ‘

some isotopic hydrogen cyanides. Appleton, Gerry T. (Univ.
Tennessee, Knoxville, Tenn.). 19 pp. (Eng). Avail.
Univ. Microfilms, Ann Arbor, Mlch Order No. 70-20,293.
I‘rom—-Dus Abstr. Int. B 1970, 31(5), 2590 oy I
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Y Vg,
S

pactsopax. Yacte XIL AH° AS° u AC,° nuccounaumn cu-
- {HuabHOI K-l mpu 10,25 u 40°, Christensen James
l.Johnston H. Dee, [zatt Recd M. Thermodyn-

{) 16 B710.  Tepmomnnamuka NPOTOHH3AUHH B BOJAHBIX

amics of proton ionization in aqueous solution. Part XII.
AH®, AS°, and AC°, values for hydrocyanic acid dissocia- ——

) tion at 10,25, and 40. «J. Chem.

e 454—455 (anr.a.)

Soc.», 1970, A, Ne 3,

MeTOI0M TEPMOMETPHY. THTPOBAHHSI H3MepeHbl SHTAJbIHIT

HO pasbaBJeHHbIM P

24B5960.

acTBopa

nonnsaunn AH° HCN npu 10,25 u 40°: 11,330,04; 10,43+
+0,03; 9,57%+0,03 xkaa/moab, coots. Buiuncaeno H3MeHeHne
autponun AS® 45 npouecca HOHH3aUMK NpH Tex e T-pax:
—405+£0,15; —7,19+0,11 u —10,26+0,10 . €., COOTB., a
TaKikKe H3MeHeHHe TemJI0eMKOCTH

+4 xaa/morv-2pad. Bee BenHuuHbI

npu 25° AC,%=—60=
OTHOCATCA K GeckoHeuy-

M. Yacrs XI em. PYKXuw, 1969,

H. Bacnaven
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4 b22. 3y4YeHHe SHEPreTHYECKHX H KOH(POPMAUHOHHBIX
apaktepuctuk _HCN, C n CN-. CpaBHenHne pe3yabTa-
0B pacyera MeTOAaMH CCITw PMX c camocoraacoBa- ~
mwem no 3apany. Loew Gilda Harris. Energy—con-

formation studies of HCN, HNC and CN—: a comparison
of results from EH—SCC and SCF molecular orbital cal-
lations. <«Theor. chim, acta», 1971, 20, Ne 3, 203—215
(aHruL., pes. HeM.) .
C uenplo BHISICHEHHS] BO3MOJKHOCTEH PacLINPEeHHOro MeTv-
a Xiokkeas (PMX) c camocornacoBanneM 1o 3apsixy

(CC3) ocymecrnaen pacyer HCN, HNC u CN- stum wme-
TOAOM, M Pe3yJbTaThl COTMOCTABJEHbl C MAHHBIMH PAcyeToB
smeronama MO CCII, ITokasanmo, yuto PMX ¢ CC3 upa-
BHJIbHO nNpeicKasbiBaer MoJek. reoMerpun (anss HCN au-
HefiHasi B OCHOBHOM ¥ YIJioBas B B036




HIH) ,
uio ¢ HNC, Hensoxo nepenaer nepsble NOTEHLHAALl HOHH-
3alyiH, AUMOJbHBIE MOMEHTHI, 3apAMOBble PacnpeieneHus H
MOJIEK. 3Hepruu CBsi3H (B cpaBHeHHH c 6oJiee TOYHBIMH pac-
yeramu). OLHAaKO MeTON He TOAHTCS /sl OnpejeeHs nou-
HOIt SHepPruH MOJEKYJ ¥ OTHOCHT. SHEPIHil COCTOSHHIT, OTBe-
YaloUKX OXHON M TOH Ke KOHGHUrypauHH MOJEKY.I.

A. I1. Knaruna
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93100k - Electronic structure of the hydrogen cyanide dimer / q,y&
and trimer. Johansson, Allan; Kollman, Peter; Rothenberg,

Steve (Dep. Inorg. Chem., Helsinki Univ. Technol., Helsinki,:
Finland). Theor. Chim. Acta 1972, 26(1), 97-100 (Eng).” -The:
electronic structure and energy of dimerization and trimerization
of HCN are computed with an STO-3G basis and the results !
found to be in good agreement with the exptl. AE. Unlike ™
CNDO/2, this small ab initio basis predicts the correct geometry :

- for the dimer of HCN. The charge redistribution effects found in ;
this H-bond involving a C-H proton donor and sp hybridized

- acceptor are similar to those found in previous H-bonded studies.
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13 B728.  TepmoaniaMHYECKHil pacuer nJaa3MoXumuue-|

ckux peakunii, Pilorr Ge€rmard, Lauterbachy
Hubert Thermodynamische Berechnung plasmachemi-,
scher Reaktionen. «Wiss. Z. F.-Schiller-Univ. Jena. Math.|
‘naturwiss. R», 1972, 21, Ne 3, 565—579 (uem.) i
B cBsiai ¢ HENOCTAaTOUHOIT KOPPEKTHOCTLIO 3KCTPAnoJil-

(rp) poBaHus 3KCNepHM. TCPMOAHHAMHY. Q)ylll(llm'l COCTOSIHHST B!

061aCTh MIA3MCHHBIX T-p, PacyeThl paBHOBECHIl TNpH STHX!
T-pax CJAeAyeT NPOBOMHTb METOJAAMH CTATHCTHY. TepMo-!
JHHAMHKH C HCTIOJb30BAHHEM CNEKTPAJBbHLIX AAHHLIX MO
MOJICK., ATOMHBIM H HOHHBIM TOCTOSHHBIM. OGcyaKaenbl|
NyTH H YCJOBHSI TAKHX Pacueros. Paccunransl paBHOBE-,
venst B cucreMe H—C—N 1 rpaduuccki npeicTaBJieHbl cel.
dasopuie TpaHHUb, a TakkKe H306aphl il H3OTEPMLI MaK-|
~  cumanbhoit pasuopectoit xonu-mu HCN B oGaacti T-p,
2000—6000° K u masa, jo 10° aTM. - A. Tyazei]

X. 19723, ~#13
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Boerger, Ilka. etal,

‘) A C,‘) A Chem.Tech. . (Leipzig)
Bt 1973,25¢3),152-6. .
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¢ [Coflmen Peter
 Rothenberg Steve .
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X! i, 26 v, 9160,
Subhsps. Erppoesice Geniths u
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NCA/ @ 14 B735. . Mupekcsl cBsseit u TenaoTh obpasoBanust
HeKOoTOpbIX HHUTPUJER Moffat J. BT Tamg KT Bonc
indices and heats of formation of some nitriles. «J. Mol
Struct.», 1973, 15, Ne 3, 359—365 (anra.)

IMosyueno yp-Hue JJsi pacyera TemJioT oﬁpaaonamm

HHTDHJIOB TO 3HAYEHHSAM HHJAEKCOB CBSI3€li, BBEJEHHBIX,

2penconom (P)KXmm, 1971, 1-'1542).'Cmmcnm. METOOM !

JIHHENIHOTO ' perpecCHOHHOrO aHajn3a MoKa3aHo, 4TO HMeerT-!

A ”% Csl XOpolIasy KOPPeJasllis MeXIy TemJoTaMH Oo6pas3oBaHHs’

HHTPHJIOB H HHJEKCAaMH CBf3ell g 3THX coelnuHeHuit. [lo-!
JIyueHO TakpKe BhIpajkeHHe JUIS pacueTa TemjaoT oGpa3oBa-
HHS yIJIeBOXOPOJOB 4epe3 HHAEKCHI CBsideil H IpOBeAeHo’
cpaBHEHHE BBIYHCJIEHHLIX H 3KCNEpPHM. 3HaueHHil TemaioT oG-
pPa3oBaHusT HEK-pbIX YrJjeBomoponoB. Paccuntansl u TaGyJH-;
POBaHbI TPYNNOBHE NapaMeTphl JJsi OLEHKH TEemIOoT 06pa3o- |
BaHHsl YIVICBOAOPOAOB_H HHTPHJOB. B. ®. Baii6ys |

praSSE—. e
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tion energy of (HCN) o ”J.‘Ph.js. Chemo"A
1973, 77, .14, 1762-1764 (Anm.) 5
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Eaker Charles w., Hlnze Juergen.,

oemiempirical MC -CCF theory. I.'CIOSed,
ahell ground atate molecules, A
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40844039
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) : 22 B593. Crpym‘ypﬂuu tazossiit nepexon B TBCPAOM'./f‘

" o _ |~ | DCN. Dietrich O. W,, Mackenzie G. A, Paw-

DC‘/}/‘ Té—y-G S. The slructural phase transition in solid DCN..

¢J Phys. C Solid State Phys.», 1975, 8, N T; L98——L102
% s - |, (anra)

' MeToa0M yNpyroro H Heynpyroro KOrepeHTHOro pacceﬂ-

R R _l_uust_HefiTpOHOB '(TPEXOCHBIl KPHCT. CNEKTPOMETP, - ho=_ __

" =2,39 ‘A, MOHOXPOMATOp H aHaJH3aTOP — KPHCTAJJILL TH-.

- ; 3 porpa¢ma rpaduTOBHIT GuALTP) HccaenoBaH B obnacTH_
(Tt't« T-p 7 8—220° K monokpucrama DCN (I). B pesyabraTte

" 9KCMePHMEHTOB MO KPHCTAWIH3AUHM H3 KHIAK. H ra3s. ¢a3__
yAaJoCh TOJYYHTb TETParoH. MOHOKpHcTaan I ¢ mo3amu.

PR ! pacxoxnaennem ~2° HeGoabwoit pasmep Kpucraana  He
| TO3BOJMJI MPOBECTH NOJHOE H3yYeHHe AHMHAMHKH  peier-
ku L. ITo pacumensiennio andpaxu. MaKCHMYyMOB Ha HefiTpo- _
‘HOorpaMmax, — OOYyC/IOBJeHHOMY 06pa3oBaHHeM JOMCHOB c
pasHoit opueHTauHeil poMGuy. HH3KOT-PHOIl PCIUCTKH 110

AT R &




; r .
OTHOMIEHNIO K- TETPATOH. BHICOKOT-PHOII, YCTAHOBJEHO, UTO:
dasosuit mepexoa B I (T.=160,0°K) spasercs nepexo-

AOM NepBOr0 pOAa M MPOHCXOAMT B Y3KOM JAmnanasone T-p
(~0,5°). Tuctepesuc He oGHapyKeH, 06pa3oBaiHe H HCUC3-
HOBEHHe JIOMEHOB NpOHCXOAHT obpatumo.  Ompenencna
T-pHasi 3aBHCHMOCTb MNEPHOAOB peineTkH I Huie M BbILC

Te. Masblit (~10°) u 06GpaTHBIl MO 3HAKY NO CPABHCHHIO:

¢ KH2PO4 nsoronnu. apdexr; ykaspiaer Ha OTHOCHTENbHO

ciaaGoe BaHAHHE BOJOPOAHOI” cBA3H Ha (a3oBblil Mepexon
B L. O6uapy:xena HecTaQuJbHOCTb pemeTkH 1 mo oTHOUIC-:
- HHIO K (hOHCHaM ¢ BOJHOBLIM BEKTOpPOM, NpPHMEpHO mapaf-.

‘senbHbiM [110], BeIpaskalomasicst B «cMsirdeHHH» (POHOHOB

_npH npubmixenun K T.. dta «MArkasi-Mojga» COOTBETCTBY- .

€T H3MEHEHHI0O CHMMETPHH KpHCTaJuia I npu (bZlSOBOM ne-

_bexore.

. 1. [Inabwreiin

*

-
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:DL JK———‘ 10 E814.  CTpyKTYpHblii (ha30Bblii NEPEXOR B TBEPOM - ———n

DCN. Dietrich O. W,, Mackenzie G. A, Paw-. .
i ... Tey G. S. The structural phase transition in solid DCN.- - -
i «J. Phys. C: Solid State Phys.», 1975, 8, Ne 7, L98—L102
! (anra.) ‘ . o
ITpoBeaeno HeiiTpoHOrpaduu. mccaeg0BaHue | (ha3oBoro
nepexona (®IT) B Tsepmom ‘cocTosiHum B AeiiTepHpoBan-
noM HCN. B Toyke ®IT (T.=160,0°K) mnponcxoamio .
CKauKoOGpasHoe H3MEHCHHC CTPYKTYPH, - yKa3bBAIOWEe HA —————
i cymectsopanue @®IT 1-ro popa. Hamepenne meynpyroro :
~ paccesinust HeiltpoHoB B Touke (110) 3ount Bpuamiossa —— -
| BBISIBHJIO  CYLIECTBOBaHHE -ueH:lpaanoro MHK3, KOTOpHBIil :
cBfI3bIBaeTCs ¢ KouAeHcauueit TA-Moanl HOpM. KoaeGaHmii, ——
@ : G ‘H. PasymoBckuii

| 10 o L

L -
E A0 -




»ilG8n Siuructural phase iran-.on 1a wclid e:‘:-m. mr1
I “x.-nde. Dieisich, O. W.; Mackeazie, G. A Pawley, G, 5.
hys. Den.,, LAEC Res, Bstab, Raskilde, Dend- J.-Prys C
5. 8(7), LO92-L1G2 (Enyg). Neutron scatiering ceasurern
oo DO have shown that the strucairat ph ase. Caunys a
Al L0 an o wetornocmbic 1o, ac 160°K is a isiv-order
transition. A .ranaveise acoustic phonon modGe, which has the

syminetry of the phasc change, was obsd. at very low energies |

'md shawed "softenir:" as the tran:ition temp. was approached
H 1“ above.
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:DMV 15 B465.  CtpykTypHbiit (ha3oBbiii mepexoy B TBEpAOit:

DCN,_Dietrich O. W, Mackenzie G. A, Paw-

ey G. S. The structural phase transition in solid DCN.
; - «Mol. Cryst. and Liquid Cryst.», 1976, 32, Ne 1—4, 21—
s 25 (anra.) :

Mertoz0M ynpyroro i HeYnpyroro KOTepeHTHOro paccesi-
HHSL HETPOHOB (TPeXOCHEIl KDHCT. CNEKTPOMeTp C MHpo-
rpagutoM B Kau-Be MOHOXPOMAaTOpa H aHaJAM3aTOpa) HC-
) caenosan dasoswit nepexon (Tr=160°K) B 8. DCN (I). "
Kpucramma3aauns 1 npouspoausach M3 pacnjiasa Hau ras.
7'2’0 ¢da3sl B KBapleBOM KOHTeiiHepe, NMOMEUIEHHOM B KPHOCTAT,
TIpeAHa3HAYEHHBI ST HEefITPOHHBIX 3KCMepHMEHTOB. Bui-
‘pacTutb MOHOKpHCTasint I, mocraTtoyno Goabuine H co-
BepLIEHHBIC JUISL TIPOBEJCHHS MOJHOTO HCCJENOBaHHA JH-

HAMHKH PCIIETKH, He YAaJ0Ch, MOSTOMY NDOBENEHO H3Me-
penne YNpYroro paccestHusi- H HECKOJIbKHX (POHOHHBIX rpynn

X197 v /5



,.fHa OTAEJbHOM KPHCTAJIHTE ' .c Mo3mﬁinéc-;uo oKoJ0 2°.

. B muskor-puoit daze | naGmonanace gomenHas CTPYKTY-

'Pa, obycacBnennast pasHoil opuentanueii opropoM6uy. oceit

' TIO OTHOLIEHHIO K TETPAroH. OCsIM BLICOKOT-pHOIT (a3nr I.

. Viamepenns T-pHOJi 3aBHCHMOCTH NapaMeTPOB PELIETKH Mo-

' KasaJ, u4TO B Y3KOM HHTepBase (<1°K) mpoucxoaut pes-

. iKOe H3MeHeHHe NMEpHOMOB & H b, YTO yKasbiBaeT Ha TO, YTO

‘mpespawenne B I aBasercs nepexonom- 1-ro pona. Manas

_ BeaHyuwHa H3otonuy. s¢dexra npu Tr (~10°) u o6paTHbIil

‘MO0 cpaBHeHHIO ¢ AHPOCHATOM KajHsi 3HAK CBHJIETEJBCTBY- .
10T 06 oTHOCHTesbHO cnaboit ponn H-cBsiam B (pasoBom me- -
‘pexone B I. OGuapyxeHo 3ameTHoe (~Ha 25%) yMeHb-

‘LIEHHEe YacTOThl AJs MOJAbl KoseGaHHii ¢ BOJNHOBHIM BEKTO-

.poM, napainenpHniM [110], mpu oxaaxpmennn or 225 no

-178°K, opHaxko, AanbHEALIEro <«CMSIFYEHHS» 3TOH MOJAH

‘hpu npuGixenuu X Tr He HaGai0aanock. ¢

e ; * C. Ul Hunswredin
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j{‘ M 8 E744. CrpyktypHble (a3oBbie nepexofnl B TBEPAOM '
) _Ir)_QN?}Dietrich O. W, Mackenzie G. A, Paw-
y Ty G. S. The structural phase transition in solid DCN.
«Mol. Cryst. and Liquid Cryst.», 1976, 32, Ne 1—4, 21—
25 (anra.) P
dazosblii mepexoa mpu Te=160°K B jeiitepupoBariom
HCN HcCIei0Ban METOAOM paccesiiis HefiTPOHOB. YCTaHOB-
aeno, uto npi T=T. NPOHCXOAHT CKaukooOpasuoe HaMere-
HEe NapaMeTpoB peuleTKH a M b Hu3KoTemnepatypHoii op-
fx TopoMOuu. (ha3bl, YTO YKa3biBaeT Ha NPHHAJICAKHOCTb Npes-
pauwenns x mnepexonam l-ro pona. Msmepenme mnurencus-
HOCTH Heynpyroro paccesHus B TOUKe (110) Broab ua-
npasaenns [110] BuisiBHIO uentpaabhbii mik (0=0) B
TeMIepaTypHOM HHTepBaJje, IpHMLIKaloWeM K Te, cBs3bl-
BaeMblil ¢ MSIMKOH MOJOI HOPM. koaeGaunit. I. Pasymoscknit

P 976 &
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2;84 128981x The structural “phase tnultion In s ulid d¢u=
rated hy rogol cyanide, Dietrich, 0. W.;: MacKenzie, G, A; —— -
. (Phys. Dep., D Res. Establ,, Roskilde,
Mol Crylt "Lig. Cryst.. 1976, . 32(1-4), 21-5 (E:a)' g
N have :hovm

2 7?’” | Neutron scattering measurements on DC
structural phase transition from a tetragonal to an orthorhombje-——— -
- lorm at 160°K is a first order transition. A transverse acoustjc

phonon mode, whnch has the lymmetry of the transition was . _
— obsd. at very low e an showed aoftcmng as. the

o tnnnitaonmnppronehe?;’::ma (e e

cm

Aot Pawley, G
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89: 121650h Hydrogen isocyanide(+) radical cation studied '
by charge-exchange mass spectrometry. Bieri, Gerhard;
Jonsson, Bengt Orjan (Dep. Phys., Royal Inst. Technol,
Stockholm, Swed.). Chem. Phys. Lett. 1978, 56(3), 446-9
(Eng). The fragment ion with m/e 27 from CHsNH: or CHaNC |
has the HNC* configuration rather than the tautomeric HCN* |
structure. This was deduced from its recombination energy o
12,5 £ 0.2 eV, which was detd. from a comparative investigation !
of charge-exchange reactions studied in a double mass spectrometer. |

Gy



#6‘/{/ 7B1683. Tenaora cmemweuns HCN u HF ‘B XKuAaKoi
pase. Collister J. L, Pritchard H. O. The heat
ol ‘mixing of hydrogen cyanide and hydrogen fluoride
HFE in the liquid phase. «Can. J. Chem., 1978, 56, Ne 2I,
2788—2789 (aura.) ;
ITo H3MeHCHMSIM T-PBl JKHAKOCTH CAelaHa npHOJHIKeH-
.Has onenka tensorst cMewenns (AH) xnak. HCN u HF
npH HX HCXoAHON T-pe —10° # OGBEMHBIX COOTHOIIEHHSIX
KoMroHentoB or 1:9 no 9:1. Pacuer AH cpenan B npen-
TMOJIOXKCHHH  aJANTHBHOCTH TEMJIOEMKOCTH M  MJOTHOCTH
R p-poB. BaanmopeficTBHe HOCHT Pe3KO BHIpa:KCHHLII 3K30-
A #m/z" TepMHY. Xapaktep. MakcumyMm TemsoBbifenenns, AH=
=—721 xkaa/Moabn, HaGmonaercs npH oGLEMHOM OTHOIie-
uun  HCN/HF =6/4; norpewnocts omnpeaesenust — oKoao
+20%. 4 A. ®epocees

® &

N A



Hey/ & o7k 6485 T

//, 5 89: 31158z The equilibrium IH3S+ + HCN = II:2CN+ + H.S

Foi " and the relative proton affinities of HCN and IS, Freeman,

C. G; Harland, P. W.; McEwan, M. J. (Dep. Chem., Univ.

Canterbury, Christchurch, N, Z.). Int. J. Mass Spectrom. Ion

Phys. 1978, 27(1), 77-82 (Eng). The reaction Hngi + HCN =

H:CN* + H:S was studied at 300 K in a flowing afterglow

system from both the forward and reverse directions, Equill. was

/ : readily attained under most reaction conditions enabling a value

/4' * //,, for the cquil. const. K = 5.2 % 1.0 to be detd., and hence AGoxox

// ( /‘ = —4.1 £ 0.5 kJ mol-1. The forward and reverse rate coelfs, are

/ kp= 19 X 109 and kr = 3.4 X 1010 cm® mol.-1 81, Using an est,

5 @ of the entropy change, ASY, for the reaction, the relative proton

4 4 affinitics of HoS and HCN were detd. (PA (H:S) < PA (HCN)
7 by 25 kI mol).  ~—— R

@a ®
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] . Hayuenue DC_N geronou paccesiHHst HeATpo-
%ZM “jnoi.s?\zsackeixyzie . A, Pawley G. S. A neutron.

scatetring study of DCN. «J. Phys.», 1979, C12, Ne 14,
2717—2735 (aurm.) i o8 :

C ueablo noayuenns HHpOPMALHH O CTPYKTYpHOM Me-
XaHusme (asoBOro nepexosa MeTOLOM KOTCPEHTHOrO He-
YUPYroro paccestiiusi HeHTPOHOB (TPeXOCHHI CNEKTPOMeTp
C (HKCHPOBAHHLIM 3HAUCHHEM SHEepPrul .MajalolHX  Ha

. W o6pasen ueiitponos 5 u 13,7 M3B, chemka MOHOKpHCTaJ-

J1a B Kpiocrate npu T-pe 162—227 K) nposexeno uame-
peiie monepeunoit akycTHy. (MArkoil) Boam B Hanpas-

Jenun (110) ¢ noaspusaumeit BaOAB (110) B KpHCTaJIC

DLSSON S



DCN, x-past HeMOCPEACTBEHHO CBA3aMHa ¢ ocobeHHoCTAMH
CTPYKTY[ 9r0 (asoBoro nepexond (BBicGKOT-pHAS T2Tpa-
rOH— HH3KOT-pHAs pOMOHT. MOLHGHKALHS) , naba10AaemMo-
ro npu 160 K. Tlo mepe npuGaKenns K T-pe (a30BOTrO
nepexoga (225160 K) uaGaoaacrcs appext ymenbilc
NS 4aCTOTBI MOABI B CPeAH. Ha, 25%. Beauunta 4acTOThl
mpH 3TOM TpIMEpHO Ha NOPSA/0K /- MCHBLIC yacToThl AP-
aKyCTHU. MOJ. CHCTEMBI. avepennbic B obpasue Ap. aKy-
CTHY. MOJBI B pacceuamouxeﬂ TIJIOCKOCTH (a*b*) ABJASIOTCA |
T-DHO HE32BHCHMBIMH, a onTHY. MOJAB H3-33 Majoro pas-
Mepa o6pasiad; Aaloulero cnabpift curdalt (unTCHCHBHOCTD
paccesiHHoro fi3nydennsi, BoBCC He HabsoAa0TCA. ITpose-
JIeHHBIC H3MepeHHﬁ SHEPI‘HH (bououoa axyc'nm. MOA aocTa-
T_O‘IHO Xopo1iuo COOTBETCTBYIOT TEOP. npencmnnetmﬂu,ocuo-
BaHHbIM Ha TMpPOCTOIl AHHAMHI. mozenn ¢ HCMOJb30BARHEM
CHJIOBBIX KOHCTaHT p3anMo/eicTBH coceHHX AaTOMOB
CTPYKTYPpBHL. s o O. Hatt’
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18 51488. BausHHe HOHHOMi CHABI HAa KOHCTaHTy MAHC
counauuu umanucroro Bojopopa. Gaspak Vilmos,
Beck Mihaly. A hidrogén-cianid disszociacios allan-
d6janak ionerGsség-fiiggése. «Magy. kém. folyotirat»,

1980, 86, Ne 4, 177—179 (Benr.)
[pu 25° B Boan. p-pax c moumoii cuaoir ([) 0—5,0
//- (NaClO,) ¢ ucmoJb30BaHHEM 3JIEKTPOAA, CEJECKTHBHOrO IO
(W ornowennio X oy CN—, n CO uccaepoBana AHCCOUHALHS
“ HCN. Jns pacuera pK Hcmonb3oBaHa JieaHH3HPOBAaHHAA .
"PopMa kpusoit Tr. Ycranosaeno, yro mpu [=0; 1,0 # 5,0
anaenns pK coors. pasunt 9,21; 8,388 u 8,78. Tlo pesiome

2 [958 ~ /P
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92: 116928n Evaluation of the strength of individual bonds:

in some cyano-containing compounds. Kazin, I. V.; Kyskin,

V. I; Gedymin, V. V.; Kaganyuk, D. S. (USSR). Zh. Fiz

Khim. 1980, 54(1), 40-4 (Russ). The method of Kaganyuk

S’O ¥ 4 ; (1975) of evaluation of effective at. charges is used to calc. bond
4 / energies, enthalpies of formation and enthalpies of combustion.
Rea\ﬁu are tabulated for HCN, FCN, CICN, BrCN, ICN, McCN,

4 Heonl s PI2:CN. NF.CN. LiCN, anil BCN:

o
CH 40, IR 7Y
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923 B827. JlaBneHue mnapa HEKOTOPHIX H30TOMHO3aMme--
L[EHHbIX CHHHJBHBIX KHCJOT. ' G;App'leton Gerry T,
Van Hook W. AlexandéTr. Vapor pressures of some
isotopic hydrogen cyanides. «J. Chem. and Eng. Data»,
1982, 27, Ne 3, 363—365 (anriL.) ‘

C moMOIbI0 KBapLEBOro MaHOMETpPa H3MEpeHO HaBJ.
nacwing. mapa HCN(I), DCN(II) u HCN (1I1) nap T8B. M

; JKHAK. (asaMil, Just JKHAK. (asw peaBynb'raTu npeacTas-’
JeHs B BHIE Xp-mm In p, Topp=A+B/T+CT. Wurepsan

/ / 1-p, ko3p. A, B m C cocrapasior ans I: 260—297,,
19,7777+0,239, —3624,28+33,1 n —(3,4169+0,43) - 103,

s 11: 261—304, 21,5607+0,130, —3885,10+183 n:
—(6,4797+0,23) - 103, aas 11k 260—275, 34,8783+3,371,
—5664,22+450,0 n —(31,371%6,31)-10-%. BBupy MeHb-
lleil TOYHOCTH HM3MepeHHit AaBJ. mapa Hax TB. ¢a3oil OmH-
chlBaeTCsl ABYWIEHHBIM Yp-HHeM. In P. Toop=A+B|T. Un-

X. 1982, 19, § 43




TepBan T-p, Koap. A u B cocrasasior pas l: 237—236,"
22,6361 +0,054, —4558,69+13,4, ngmas II: 227—259,
21,6205+0,016, —4342,41+39, gaa III: 227—259,
22,2661+0,023, 4504,12+5,8. M3 pauHbHX no AAaBa. napa.
TB. I, 11, 11l penaercs BHLIBOA TONBKO O 3HAKE H3OTOMHOTrO
apdexra, a;=InPy/Pir u az=In Py/Pi11: @ — NOJOXHT.
HOna  xupx. I, II u 11 B Buge rpadukoB npuBeneHa’
T-pHAsl 3aBHCHMOCTb @; H @a. DKCNEPHM. @; H 4z COMOCTAB-)
JeHbl C BBLIYHCJICHHBIMH H3 CIEKTPOCKONMHY. AAHHBIX. |
o e 3 et ey et B TR
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H N C " 15B665. Tennota 06pa3oBaius H3OLUHAHHCTOTO BOMOY
poaa H3 H3MEpPEHHH METOAOM CNEeKTPOCKONMHH  ABOMHONO!
HOHHO-LHKJOTPOHHOrOo pe3oHanca, Pau Chin-Fong,l
Hehre Warren J. Heat of forfiratiomr o™ hydrogen-
isocyanide by -ion cyclotron double resonance spectrosco-:
py. «J. Phys. Chem.», 1982, 86, Ne 3, 321—322 (aura.),

C nomoupio cnektpomerpa Asoiinoro- MUP aas nopora:

// - oTulensienns peiitpona or DCNH+ mnonyuena nemllmua,‘,
JL npesbiliaionias Ha 14,8242 KkaJa/MOMb COOTB-lHil nopor:

3 ' OTIIENJIEHHs] MPOTOHAa (T. €. CPoACTBO K mportoHy HCN).|

Ilpn npene6Gpe:keHHH HeGOJAbLIHM  H3OTOMHBEIM abexToM .

3Ta Pa3sHOCTb ABJAETCA NPSMOIT MepPOil OTHOCHT. TEPMOXHM.'

yeroiunBocreit HON w CNH. . =~ Tlo pesiome,

destaded

HY @ -
X, /983,19, W15 +
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) J4B1086.  PacueThl MOJIEKYJsPHOMEXaHHYECKHX XapaK-

TEPHCTHK ‘BJOJb BHYTPEHHEH KOODAMHATHI DeakKuUHH. A mo-

1ecular mechanical calculation along the intrinsic reaction

coordinate. Cho Seikichi «Bull. Chem. Soc. Jap.»,

1985, 58, Ne 11, 3405—3406 " (aurJ1.)

Paccuntanbl KoJe6GaT. X-KH (4acToThl H GOPMHE HOpMaJb-

HBIX Koneéamm)‘»’n‘nﬁﬁmfp._'mﬂﬁ% peakuun

,(BKP) HNC—HCN c Hcnonb3oBaHHEM DacCYHTaHHOI pa-

Hee IIB MOTEHLHAJbHON 3HEPrHH 3TOH pP-LHH HEIMIHPHY.

Metogom CCIL. ITocTpoeHsl rpadHKH H3MEHEHHS 4YacToT

npu Asmxennd Bloan BKP. B xome p-uum yacrora vy,

‘oTBeyaloulast Baj. KoJ. cpsisii CN, ocraeTcs MOYTH HeH3-
5 MEHHOJI, TOTAa KaK YacTOTa V; MOCTHraeT B OKPECTHOCTH
Ly W'/Zﬂ \ TMepexofHOro COCTOSIHHS MHHHM. 3HAYeHHs, a 4acToTa -v3

YpHHHMaeT MHHMoe 3Havenwe. . B. M. ®aycros

®
X986, 19N 1Y
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[ .114 b CTONIKHOBHTE/IbHOE YIIHPEHHe AHHHH Nepexo-
32 ¢ /=140 monexyau HC'SN asorom, xHCAOpoaOM, re-
anem u Bo3nyxoM. Collisional broadening of the J=1+0.
transition of HCYN by nitrogen, oxygen, helium, and air.
Colmont J. M. «J. Mol. Spectrosc.»>, 1985, 114, Ne 35

298304 (amrz.) G
. M3mepena wWwHpHHA JHHHH Bpawar. nepexofa ¢ J=1+0
OCHOBHOro  X0sne6at. cocTosnnst Monekyas HCHSN npy
. 88055,01 MT'u, o6ycaoBJecHHAS CTONKHOBEHHSAMI MOJIeKy
HC"N ¢ monexynamn Ng, Oz Bo3myxa n atomamm remms,
npH pasnuyHmEX Aasn. Mamepenns aas cucremmr HCUSN 4
7" +Np BumoaHeHn npH T-pax 234—295 K. Jlas napamerpa
‘.,L[ '/7' ZL) noaywnpius uEnK Aan cicrems HCSN+N, npu -pax.
) 295, 267, 247 u 234 K nonyuenn snauenns 6,58; 7,31; 7,95
u 8,42 MI'u/Topp coors., a mns ciucrem HCBSN c remuewm,
KHCJIOPOAOM H BO3MyXOoM NpH T-pe 295 K napamerp noay-:
wHpHuE. pasun 2,01; 3,89 1 6,01 MI'u/Topp coors. T-puast
3aBHCHMOCTb NapaMerpa NMONYWIHPHHB IS chcteMmb HCS-
N+N; onucuaercs ¢-aoit & (T) =a(To) (T/To)~™ ¢ n=
=1,04+0,16. RIS N E R Aena.

X. /986, /9, N 1Y |
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14 1204.  CnekTpbi - 3JIEKTPOHHOrO norsowenns, _HNC
i DNC. Electronic absorption spectra of HNC and' DNC{
Krishnamachari S. L. N. G, Venkatasubramani>
an R. «Spectrosc. Lett.», 1986, 19, Ne 1, 55—60 (aurx.)

Hccnenopansr 97eKTPOHHbIE CNEKTPH NOMMOMIEHHS NPO--
AYKTOB, MONYYEHHbIX TIPH HMMOyJbcHOM Ot efiTepupoBan-
Hux THasona (I) u.okcaszona (II). U3 cpasuenns ¢ aua-
JIOTHYHBIMH JaHHBIMH AJast NpOoAYKToB OT Jjerkmx I u H
i usokcasona -(III) -u Tiodena (IV) («Spectrosc. Let-
ters», 1984, 17, 401) u c yueToM KBaHTOBOXHM. PacyeTon
sueprui  nzomepusauun - HCN  mepexoma  X'S+—AI47
TeoMmerpun M KoseGar. yacror HNC B athx -cocrosmumsx,
caesaH BHIBOA, uTO HalbaiozaeMble. B 064, 2500—3050 A
cnektpsl npoayktop @t I—IV orHocaTcs K - H3OMepHORX.
¢popme HNC(DNC). ‘B’ cnexrpe  npoayktos dt paeiitepn-
poeansoro Il o6uapyxena nporpeccst ¢ Hauanom 0,0
mpu  3042,2 A, onpemesena uacrora Vv(CN), pasnas
987 cm~!. Anasormunoe xoneGaHHe B CIeKTpe NMPOAYKTOR
@t aerkoro Il nexur npu 1005 cM~™!, B OCHOBHOM 3JIeKT-
ponnoM- cocrosunn HCN nannoe koneGaHHe nMeeT yacro-
Ty 2061 cm-! : . I M. Kypamuuna

a8 Mmenam -. =

/Y
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* Y7: 28886v Vapor pressures of some isotopic hydrogen
cyanides. Appleton, Gerry T.; Van Hook, W. Alexander
(Chem. Dep.; Univ. Tennessee, Knoxville, TN 37996 USA). J.
Chem. Eng. Data 1982, 27(3), 363-5 (Eng). Vapor pressures
are reported for solid and liq. phases (approx. 230-300 K) of
HCN, DCN, and HC1N with a precision of about 0.8% for the
solid and 0.2% for the ligs. The data are discussed in the,
context of the theory of isotope effects in condensed phases._

0.4 1982, 93, Y ®
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7‘— " 97: 188521a Hydrogen cyanide/hydrosan isoc e versus
HEN+®/HNC* - on the origin of stability recersal when
passing from the routral molecules to the cation radicals.
Frenlingz, Gi.;  Schwarz, H. tUnst. Orz. Chem.. Toch., Univ,,
D-1620 Berlin, Fed. Rep. Ger.), Nuturwissenschaften " 1982,
63(9), 446-7  (Ger).  The reversa! in the stability ohsd. jn
interstellar space where HON is more steble than” HNC but
HNC* s more stable than HCMN* was studied by ab-initio MO

11, 7l calens.  The calens. for ionization of the parent mols. indicate:
o -

greater stability is achieved for HNC+ by lucalization of a
. i
/}a(%é’/n )

) HON T VG, HIET
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8 B1590. BuausHHe HOHHON CHJIBI HA KOHCTaHTy JHCCO-
uuaumuu  ynanucroro sopopopa. The influence of the ionic
strength on the dissociation constant of hydrogen cyani-
de. Gaspar.V, Beck M. T. «Acta chim. Acad. sci.
hung.», 1982, 110, Ne 4, 425—427 (anura.)

Ipu 298 K moTeHIHOMETpHY. METOAOM H3Y4YeHO BJHSIHHE
ywonnoit cuant J (0,1—5,0 M NaClO;) nHa KOHCTaHTy Auc-

/ ’ ) counaunx (Kq¢) HCN B BomH. p-pax. YCTaHOBJEHO, 4TO

npn J=0,00; 0,10; 1,00 3,00 u 500 3nauenns pKa coorts.
pamint 9,21, 9,06:888; 881 u 878.  A. C. Conowxun

X. 1983, 19 N8
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/'98: 114688j ‘The influence of the fonic strength on the dissoci=

ation constant of hydrogen cyanide. Gaspar, Vilmos; Beck,
Mihaly T. (Inst. Phys. Chem., Kossuth Lajos Univ., H-4010
Debrecen, Hung.). . Acta Chim. Acad. Sci. Hung. 1982, 110(4),
425-7 (Eng). The dissocn. const. of HCN was detd. potentiometrically
by using cyanide-selective and éz]ass electrodes- at 298 K and ionic.
strength 0.1-5.0 mol dm-3 (NaClO4). The dissocn. const. strongly
increases with increasing ionic strength. There is a good agreement

between the Debye-Hueckel theory and exptl. results. -
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HON - [owee 1992) V985,

96; 58804p Heat of formation of hydrogen isocyanide by

fon cyclotron double resonance spectroscopy. Pau, Chin

Fong; Hehre, Warren J. (Dep. Chem., Univ. California, Irvine,

CA 92717 USA). J. Phys. Chem. 1982, 86(3), 321-2 (Eng).

The threshold for deuteron abstraction from protonated DCN

was detd. by pulsed ion cyclotron double resonance spectroscopy

to be 14.8 = 2 keal/mol higher in enthalpy than the corresponding

value for proton abstraction (i.e., proton affinity of HCN).

. Ignoring small effects, which arise from differences in isotopic

A f H : substitution, this difference is a direct measure of the relative
) thermochem. stabilities of HCN and HNC.

@
¢.A. 1984, 96~ &
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Tepmopunamuuecknii anaaus npouecca
NOJyYeHHsl UHAHHCTOrO0 BOJAOPOJAA M aUETHIEHA MNPH NHPO-
Jh3e rasokonjencata B  a3oTHoit _ maasme., [lpwuii-
mak A. I, Ilapxomenko B. I, BaauGe-
kop IO. B, Tpycos B. I, [loaak JI. C; Pex x.
Xumusi Bbicok. suepruit> AH CCCP. M. 1983. 17 «c.,
. BuGamorp. 9 mass. (Pykonuer gen. 8 BUHUTU
1 mapra 1984 r., Ne 1561—84 [en.) ;

[Mposexeno ncc.n‘e:n QRANUe TEDMOIHHAMHKN DARHOBECHOTO
cocrapa_cierelint G :H N, IMoayuenst pesy.ibTaTel ompe-
JAeJeHHsT ONTHM. YCJAOBHII NHPOJHM3a  ra3oKOHjJeHCaTa B
a30THOIl NnJa3Me no T-pe, JAaBJ. H cooTHowenusM C:H u
C:N. Ha ocnoBe TepMOAMHAMHY. PacueTOB YCTaHOBJCHHI
MHHHMAJIbHO BO3MOJKHBIE 3HEPro3aTpaThl Ha BHIXOA ILeJie-

BLIX NPOAYKTOB, gaue'm.neua H LHAHHCTOrO BOZlOpOlIa).

Tlpeanoxen npumep pacuera T a3J1. KHAK.
YIJIeBOA0PO10B B aSOTHON [JA3NE H  NPOAHAIH3HPOBTHBI
omm%%:?'nﬁﬁ&n#%aﬂucmro BOJOpOJa W'
aueTHJEHAa NJa3MOXHM, cnocoGoM. ° Astopedepar
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7 16 B3246.  Onpenejenne KOHCTAHTHI AHCCOLHAUMM LHa--
nucrosonopoaHoit kucaorsl. The determination of the dis-.
sociation constant of hydrocyanic acid / Basaran Betiil //
Chim. acta turc.— 1987.— 15, Ne 3.— C. 399—406.—
Anra. ;

[Tpu 25° C moTeHIHOMETPHY. METOAOM B BOAH. p-pax Na--
ClOy4 ¢ nonnoii cuioii 1,0 onpeaeneHa KOHCTAHTa JHCCOLHA-
C wun HCN, pasnas (1,124-0,01)-10-°. Mo pesome

X /989 n /6
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109: 43707x MBPT and chpupled-cluster investigation of isome
erization reactions: HCN ( = ) HNC, BHyCN- ( = ) BHNC-,
~+and HCNBH; ( = ) HNCR,. Urban, Miroslay; Bartlett, Rodney
J. (Quantum Theory Proj., Univ. Florida, Gainesville, FL, 32611
USA). J. Am. Chem. Soe. 1988, 110(15), 4926-31 (Eng).
Heats of isomerization of title processes and binding energies of BH;
to HCN, HNC, and CN- were investigated by using the 4th-order
MBPT and CC methods. Correlation effects are essential in the
quant. calen. of reaction heats of isomerization for H(CN) and
) H(CN)BH; and in binding energies of BH3 toward HCN and HNC.
/ ; 4 ﬂd d . Correlation effects are less important in reactions with the CN-
yd| %/ anion. Caled. isomerization energies are 64, 42, and 9 kJ /mol- for
H(CN), BH3(CN-), and H(CN)BHj isomerizations, resp. The bindin
energies of BHs to HCN and HNC are 71 and 124 kJ/mol, resp., ang
the binding energies of BH3 to CN- and NC- are 250 and 209 kJ/mol,
resp. Geometries of H(CH)BH; and BH3(CN)- isomers were detd. by
the combination of MBPT(4) and gradient SCF methods.

® ®

C.A-/988, 109, v G :



1990

114: 1829282 Theorctical study of the isemarisiu of 1,2-hydrogen
shift in EAB melecules and HAD* jong with 10 valence
clectrons., husaev, D. G. Yekobson, V. V,; Charkin, O. P, (Inst.
Nov. Khim. Prebl., Chernogolovka, USSR). Mol Strukt. 16¢9,
18-24 (Russ). Edited by Krasnov, K. §. Ivanov. Khim.~Tekhncl.
Inst.: Ivanovo, USSE. 'ihe potential energy surfaces for 1,2-hydrogen

. ghift isomerization of EAB mols. and HAB* ions, where AR = CiN-,

,( 2 0eM

C.A-1994, iy, vAD

CP-, SiN-, SiP-, BO-, BS-, AlO-, AlS-, N, CO, CS, Si0, end SiS, are .
caled. by the SCG meihod by using 3-21GTO basis sots. The
geometricel parameters and relative encrgies of the isomets, s weell
cs the potential barriers for isomerization are nlso celed. The results
pre conered with data for isomerization of analogous LiAD mols.
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116: 67705r Theoretical study of isomerization of cyanic acid
- isocyanic acid in the presence of lithium(l+), sodium(l+)
and copper(l+) cations. Musaev, D. G.; Geskin, M.. Yakobson,
V. V.. Charkin, O. P. (Inst. Nov. Khim. Probl.. Chernogolovia,
USSR). Zh. Neorg. Khim. 1991, 36(11), 2889-94 (Russ).
The cation effect s studied on the potential- energy surface,
isomerization enengy and barrier for HCN <= CNH reaction usi
nonempirical methods for caleg. the mol. complexes L*.NCH (L = Li,
Na. Cu). The isomerization energy changes within several kcal and
the barrier increases from ~35 kecal to ~43, ~48, and ~72 keal for
Na*.NCH, Li*.NCH, and Cu*.NCH, resp. - 4
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" 18 B3181. JIuccouMauusi UHAHHCTOrO BOAOPOAA B BOA-
HBIX PACTBOPAX, COAEPIKALHX PA3JHUNbBIC HOHHBIE CPEAbl.
H3yuenne KOMOHHMPOBAHHBIM METOAOM MOTEHUHOMETPHH H
SIMP yraepopa-13. On the dissociation of hydrogen cya-
nide in aqueous solutions containing different ionic me-
dia. A combined potentiometric and carbon-13 NMR
study / Banyai Istvan, Blixt Johan, Glaser Julius, Téth

Imre /] Acta chem. scand.— 1992.— 46, Ne 2.— C. 138—

141.— Anra.

C noMoupio MeTola, KOMGHHHPYIOUIEro NOTEHIHOMETPHIO
u SIMP 13C, ompenenenst pKa HCN_ npu 25°C B BOAH.
p-pax, cojepxamux coaH B KoHu-uu a) 1 M NaClO,,
6) 3 M LiCIO4 u B) 1 M NaClO, u 3 M LiClO,. Haii-
nAennsle pKa pasuw, coors., 9,09; 10,00 u 10,11, OGcyx-

AaloTCs NpeHMylecTsa KOM6HHHP. noaxoaa no cpasHEHHIO

C METOAOM, HCMOJBb3YIOUIHM TOJBKO  IOTEHIHOMRTPHIO.
C nomouibio MOJy4YeHHBIX Pe3yJAbTAaTOB H TCOPHH cheuuduy.
B3-BHs paccuntann pK, HCN B Boxu. p-pax, comepikaumux
JAp. HOHHBIE CcpeAbl, H npeicKasaHo GoabwHHCTBO PKa,
onyGJHKOBAaHHBIX B JHT-pe. Hek-phle M3 nocJeanHX pacxo-
AATCSL C pacueTHHIMH JAHHBIMH, H BEpOSITHO, OIIHGOMHEL.

. st A B. 1. Becitaaos




/QM/[ W ) 18B3154. Hayuenne meropom SIMP yraepopa-13 am-
4 HAMHKH CHCTEMBbl UHAHHCTHI BOROPOA — Boaa. Dynamics
in the hydrogen cyanide — water system. A carbon-13
NMR study / Bényai Istvan, Blixt Johan, Glaser Julius,
Téth Imre // Acta chem. scand.— 1992.— 46, Ne 2.—
C. 142—146.— Aura. (i
Metogom SIMP '3C onpemenenbl  KOHCTaHTLI CKOPOCTH
nporouHoro oGmena B BoaH. p-pax HCN npu 25°C. OG-
Men mopummusercs yp-uuio  dx/dt=TFexFkx [OH=] +kyx-
[CN—], rae x=[HCN] u B 1M NaClO; (coors, 3M
LiClOs) ko=38,7 (32,9) c~', k=35-10° (3,3-10%) u
ky=3,1-10° (2,0-105) M-!.c-l. B docdaTtHom Gydepe
yp-HHE  cjAelyeT  JOMNOJHHTb  WieHaMH KRpox[POS =]+
+kp,x[HPO4"'] +kp2x[Hzp04"], rae Rpo=13-10% kp=
-=3,7-105 n kpp=1,7-103 M—'.c-! B 1 M NaClO,. Ilapa-
METPH  aKTHBaUHH ;;,-unn HCN+4H;0=CN-+4H;0+
naitnenst  pasubiMH AH#=45x4 xJlx/Momp u AS*=

=—64+12 ﬂx/(rﬁau-ubnb). B. 5. Becnaios

\X‘/.qggh N/g



X

A

~

s

/995

¥

N

(994

1653022. Cranpaprubie JHTansnuu OGPa3oBaHMA  UMAHK-
A2 BOAOPOAA M TPHUMAHOMOCHHHA, PACCUMTaHHLIE HEIMMU-
PHMYECKMM METOAOM MOMEKYNRPHLIX op6uraneii. The stan-
dard enthalpies of formation of hydrogen cyanide and
tricyanophosphine by ab initio molecular orbital calculation

/Gardner Peter J. //Thermochim. acta .—1992 .—205 .—C.
65—73 .—Awnrn. ;
HeamnupuueckMmM  METOAOM MO  paccuuTaHbl  CTaHp.
sHTanbnuM OBpa3oBaHMA LMAHMAA BOAOPOA3 M  TpuuMato-
‘hoccuna. lMonyuennvie ans 298,15 3snavenns AH°(HCN,
g)=137+10 wOxemons—' wu  AH[P(CN), g]=493%
2% xﬂm-monb"' CpaBHEHbl C MMEIOWMMHCS IKCNEePUM.
AanHbimMK. [pepnoxeHo pa3spelueHne AUCKYCCun, Kacaroujei-
€A BENUYMHBI AH°[P(CN);, gl 2 B. ®. Baiibys_
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¢/ 117: 1995002 The standard enthalpies of formation of hydregas
cyanide and tricyanophosphine by ab initio molecular orbu..
calculation. Gardner, Peter J. (R. Holloway Bedford New ¢.. -
Univ. London, Egham/Surrey, UK TW20 0EX). Thermochim .

1992, 205, 65-73° (Eng). The heats of formation at 298.15 & -
HCN and P(CN)s, in gascous state, were caled. by the ab initio

method. The calcd. values agree \with the best available liters: .-

Z‘fﬁ) Woﬁ (exptl.) data.
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17 B3036. FTerepo-tpumepst HF u HCN: 3nauntensmoe!
BNHSHKE M3OMEPHM HA TePMOAMHAMMKY. Hetero-trimers.
of HF and HCN: substantial isomerism effects on thermodyna-
mics /Slanina Zdenék //Thermochim. Acta. —1992 —198
Ne 1 .—C. 53—60 .—Awrn.

Cucremst 2HF—HCN u HF—2HCN paccmorpenu Kak pas-

. HOBECHbIE CMECHM Tpex M3OMEepHbIX CTPyKTyp. C ucnonbso-

BaHMEM CYMM NO COCTOSHMAM PaCCYMTaHbl PABHOBECHLIE
MONbHLIE [ONM M3OMEPOB M T. HA3. BKN3AbI M3OMEpuM B
sHTansnuio, 3nTponmio u C, [okasano, uro B8 obeux wuso-
MEpPHbIX CMCTEMAX MMEET MeCTO B3auMmHbii OBMEeH. 3Heprui
OTHOCHMT. ycToWuMBOCTH. Bknap wsomepum 8 C, Ans cuctems!
2HF—HCN Mmoxer Aocrura'rb 3HAUMT. nenmmuu (a0 45%
BCEM TENNOEeMKOCTH). _.B. @, Banbys
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' 125:258226f The total atomization energy and heat of forma.’
- tion of HCN(g). Martin, Jan M. L. (The Institute of Chemistry, The
" | Hebrew University of Jerusalem, Givat—Ram, 91904 Jerusalem, Israel).
. Chem. Phys. Lett. 1996, 259(5,6), 679-682 (Eng). An exhaustive ab

+ initio convergence study, using coupled cluster methods and basis sets -
. of up to [7s6p5d4f3g2h/5s4p3d2flg] quality, of the total atomization
 energy of HCN(g), both directly and via the isogyric reaction 2 HCN =
‘CaHz + Ny, leads to a best est. of 3 D, = 303.08+0.25 kcal/mol, in
" between thermochem. and spectroscopic exptl. values. The best est. for

/‘A }l/ 0) + AHOr = 31.04£0.25 keal/mol, or 129,91 kJ/mol.

C.4. 1996 /L35 xdo



/LU M/ ( 2)' 20B143. Tlonuasx sHeprus arouusanixg fé‘re

At

niora o6pasoanus HCN(r). The total atomization

energy and heat of formation of HCN(g) / Martin Jan M. L. .

// Chem. Phys. Lett.— 1996.— 259, e 5-6.— C. 679-682.—
Anra.

HesmmupuueckuM MeTOmOM CBA3aHHEIX KIacTepoB C yvye-
TOM OZIHO-, ABYX- M TPEXKPaTHHX BO36YXKIEHMIT M C HCIIOTB30-
BaHHEM KOPPEIAUHOHHO-COTIACOBAHHKNIX TOMAPH32IHOHHBIX
6asnucos (BnioTs no [7s6p5d4f392h/5s4p3d2f1g)) paccunra-
Ha nonHas sHeprus aTtomusauns HCN B rasopoit dase kak ne-
NIOCPENCTBEHHO, TaK M C NIOMOIIBIO M30THPHYECKON peaxiyu
2HCN=C2H2+N32. Hanbonee Tounoe paccumTanHoe 3Haye-
Hie 3TOil BeHYMHBI, paBHoe 303,08+0,25 kkan/Mons, nexuT
MeXJy COOTBETCTBYIOLUMMH TEPMOXHM. M CNEKTPOCKOMIYe-
ckuMu 3HaveHMsMu. Jl1% TemnoTH o6pasoBamms Monexymn
NOJIy4YeHO 3HaveHMe, paBHoe 31,0410,25 xxan/Mons,

N g cee . cee e - .. ... H.C

X /99F ~ A4



TANBLIIMK M SHTPONKUM MOHM3ALMY BOALI M IMAHNIA
Boxopoxa. Cyanide thermodynamics . III . Enthalpies and'
‘entropies of ionization of water and hydrogen cyanide / Solis
Jose S., May Peter M., Hefter Glenn // Austral. J. Chem.—
1996 .— 49, e 6 .— C. 651—657 .— Anra. EAe
C nomoursio XaJOpHMETPHY. THTPOBAHMSA ONMPENENCHE! H3-.
MEHEHHS SHTAJIBIHMM, CBA3AHHEIC C HONM3aNueil BOALI M IUH-
annna somopoma mpu T-pe 25 °C Kak ¢-IMH HOHHON CHLI
B p-pax NaCl u NaClO4. Usmenenus suTansmun Gomee no-
noxurensist B NaCl mo cpasmenuio ¢ NaClOy, u ato pas-
A H JAHYHE CTaHOBHTCK Gollee 3aMETHRIM C yBelIHMYEHHEM MOHHO

/Q M/ [ [4 ) 5B323. Tepmoamnamuxa uﬁéﬁknﬁgl?;. Bu-’

cunnl. OTOT 3¢pdexT obnichen Gompureit compBaTamueit Cl=

no cpasrenuio ¢ CN™ B Bogn. p-pax. Ilonyuennrte amave-
HHA SHTANLNNI HOHM3ALMK B COYCTAHMH C JHT. JaHHEIMM IO
KOHCTaHTaM YCTOMYHBOCTH MCIONB3OBaHE INIA pPacyeTa SH-
Tponuit uonusamun HyO u HCN xax ¢-mmit mommoit cumer.
Bu6a. 53. = B. ®. Baii6ys
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125: 258217d Cyanide thermodynamics. III. Enthalpies and
entropies of ionization of water and hydrogen cyanide. Solis,
Jose S.; May, Peter M.; Hefter, Glenn (Dep. Chem., Murdoch Univ.,
Murdoch, 6150 Australia). Aust. J. Chem. 1996, 49(6), 651—657 (Eng).
The heats (enthalpy changes) assocd. with the ionization of water and
of hydrogen cyanide have been detd. by titrn. calorimetry at 25°C as a
function of ionic strength up to 5 M in both NaCl and NaClO, media.

-The enthalpy changes for both reactions exhibit a ‘medium effect’ with

AH being more pos. in NaCl than in NaClO, and with the difference
becoming more pronounced with increasing ionic strength. This is at-
tributed to the greater solvation of Cl- ¢f. CN- in aq. soln. The present
AH values are similar to previous literature values at infinite diln. The
present AH values were combined with literature stability const. data
to calc. the corresponding entropies for the ionization of H,0 and HCN
as a function of ionic strength.

S 3 /996, 126 w do
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) 18B373. DmMnupuueckas MomeN b AJIA ONpexnese-.
HMA IUIOTHOCTM M BSA3KOCTM CHMHMJIBHOM KMCJIOTEI
|/ Tpycos H. B., Imutpues H. M., I'puns I'. H. // U3s. By-
:l;)os. Xumus u xuM. TexHor.— 1996.— 39, \e 6.— C. 14-17.—

yc. i
MeTonaMu MaTeMaTHYeCKON CTATHCTHKH 06paboTaHkl 3KC-
nepuM. JaHHEE Pa3lIMYHBEIX MCCIeNOBaTelell M BRIBENEHE M-
NUpHYECKNe YPaBHEHNA 3aBMCHMOCTH IUIOTHOCTH M BA3KOCTH
CHHMJIBHONM K-THl OT ee KOHL-MM ¥ TeMIepaTypHl.

X. 19972 N /8
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22B1409. UudpakpacHas cnektpockonus nornomenns HNC s HHTEpBane ot 2,6
. 10 3,1 mxwm. Infrared absorption spectroscopy of HNC in the region 2,6 to 3,1 Mm /
i Northrup F. J., Bethardy G. A., Glen Macdonald R. // J. Mol. Spectrosc. - 1997. -
. 186, 2. - C. 349-362. - Anra.
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F: HCN
P:3

226178.  JlBoiiHoE ~ MHOrOYacTMYHOE  pasONKEHHE nosepxuocm"

NOTCHUHANBHOM JHEprUM ana ocHoBHOro cocrosnua HCN, ocHoBaHHOe Ha
PCATHCTHYHBIX JATLHOACHCTBYIOMMX CHIAX H TOYHBIX HEIMMHPHUECKHX

pacuctax. Double many-body expansion potential energy surface for ground-

state HCN based on realistic long range forces and accurate ab initio

calculations / Varandas A. J. C., Rodrigues S. P. J. // J. Chem. Phys. - 1997. - :

106, 23. - C. 9647. - Aura.

IlpoBeneHo  ABOHHOE ~ MHOrOYacCTHYHOE  PA3NONEHHE  MOBEPXHOCTH |
noreHumansHoii  sneprun  (III3) ocHosHoro cocroswus HCN (I) ¢ -

HCMONB30BAHHEM PECATHCTHYHBIX JANBHOACHCTBYIOMMX CHA M JaHHBIX
TOYHBIX HEIMMHpHYCCKHX pacyetoB [ B okpectHocTH peakumm I '<-
>CNH (II). TIlpoaHanu3HpoBaHbI ~TOMOJNOTHYECKHE  XaPAKTEPHCTHKH
nonyuenHoit rno6ansnoit IS u paccuuTansl koneGaTenbHbE YacTOTH B
MHHHMYMaX, XapaKTCDH3VIOIHX NOBEPXHOCTH H3omepos I u I1.

DXL, 1958 A7
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I [) 129: 250930t Thermochemistry of HNC, HNC*, and CF,*. Hansel,

A.; Scheiring, Ch.; Glantschnig, M.; Lindinger, W.; Ferguson, E. E.
(Institut fur Ionenphysik, Leopold Franzens Universitat Innsbruck,
A-6020 Innsbruck, Austria). J. Chem. Phys. 1998, 109(5), 1748—1750
(Eng), American Institute of Physics. In the course of mechanistic stud-
ies on HCN* isomerization in reaction with CO and CO,, the authors’
have fortuitously detd. the heats of formation of HNC and HNC* with
good precision. The uncertainty is the uncertainty in the heat of forma-
tion of HCN, +1 kcal mol-2. This appears to be the first precise exptl.

/ m ‘y ) detn. of these energies. Several prior theor. calens. have produced reason-

able energy values. The authors also obsd. the reaction of HCN* with
E] F, to be slightly endothermic, which allows the detn. of an upper limit
most recent detn.

on the threshold energy for CF, — CF;* + F of 14.28 eV, in excellent
agreement with several prior detns. but in sha;
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132: 326537¢ Experimental Enthalpy of Formation of Isonitrile

from Collision—Induced Dissociation Threshold Ener v Measure-!
wments. Wenthold, Paul G. (Department ot Chemistry, Purdue Univer-

ke . Isity, est Lafayette, IN 47907-1393 USA). J. Phys. Chem. A 2000, |
“104(23), 5612-5616 (Eng), American Chemical Society. The enthalpy |

7 of formation of HINC was detd. by using collision—induced dissocn. |

A }?0 threshold measurements with protonated nitriles. The av. value ohtained\
f using five different nitrile precursors is 49.7 + 2.9 keal/mol, which agreeér'
with the previously reported exptl. value after accounting for revisions i

in the proton affinity scale. While the main dissocn. pathway for all ions |

is found to be simple cleavage, the protonated propionitrile and acryloni- |

trile ions also dissoc. by formation of HCNH* formed by intramol. proton |

transfer. (‘ =, _!
C.A2800, (30 Wiy |
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