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Etude par spectrographie infrarouge des oxydes
“hydrates de cuivre, cadmium et magnesium.
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-9 B1011.  Peakuun o6mena 3apanom H;0+ ¢ Mcranna-;
M B maamenax, Hayhurst A. N, Telford N. R/
Charge exchange Te’a‘cﬁons”cf“1'13‘0‘1';""wiih"fil'clé’lé"m"fla-)
es. «Trans. Faraday Soc.», 1970, 66, Ne 11, 2784—2793
aurJL.) : f
C novmopio KBagpynosnoro Macc-GpuabTpa HeenenoBaxol
H3MeHeHe KOHU-HI nowos H30+ u np, B npoaykrax rope-!
Jms cmeceit Hy—0,—N» ¢ noGasxami coemmneniii aerar.!
wo8: Li, Na, K, Rb, Cs, Cd, Fe, Cu, Mn, Pb, Cr y TL|
OnbiThl mpopexentl B aHanasome T-p 1815—2445°K n npn!
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aTMocdepnioni “Rana. Ui e, etamion 1Tl ‘ocnopioit
MeXaunaM nepenauy 3apana ~—'M+I-IaO+=M++H20+M, a
A/ OCTAIBHLIX MeTamnop, Kpome Cd, MO+H30+=MOH++’
+H0; M+H30+=MOH++H2' i MOH*+H=M++1H,0'
(nocneanss p-uus OHICTPO AocTHraeT pasHosecis). Kon-
CTaNThl CKOPOCTH p-Liit Nepenaun 3apAla HECKOJBKO yMellb-!
IIAI0TCA € T-poit H HMeloT SHAYeHHs1 B mpefnesax 0,5—50.
-10=% uon.cm=3.cex~1, B cnyyae Cd nepegayn 3apsna He
HaGmonaercs, Ouene CPXHAT TpaHHUA SHepPrum piicco.
wiaunn CdOH+, 323 «gac/sioqp. - Bopiicos
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17 5222, HWccaeposanns THAPOKCOCOEHHEHHIT MeTas-,

aos. 1V. Hudpakpachble cnekTpsl KagMHeBbIX NPOU3BOLHBIX

Cd(OH),, CdOHCI m CdQHF. Srivastava. O. K.,!

| S¢cco E. A.“Studies on metal hydroxy compounds. IV.:
Infrared ~ spectra of “cadmium derivatives Cd(OH),,’

CdOHCI, and CdOHF. «Canad. J. Chem.», 1967, 45,

- | Ne 24, 3199—3201 (amur.a.)
C 1ueJablo TPOBEPKI H YTOYHGHHS  OTHECCHHII  YacTOT:

B HK-cnektpax ZnOHCI 11 ZnOHF nposeaensl anajoriy-

Huble H3MeHennst ¢ coorB-uiMu Cd-ananorami. I/ICCJIEH,OBEI-j

#el B obmactH  2,6—16 [ MOJHKpPHCTaJMAHY.  COJM|

Cd(OH)2, CdOHCI 1 CdOHF i ux neiirepuponanubie ana-'___

Jsorn. Tlokasano, uto mpn 3aMeutennit oguoit u3 rpynn OH;,
B Cd(OH), na Cl mmt F nmonoca Baa. xon. vOH cue-
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lijaercst B AJHHHOBOJMHOBYIO oGnacth, a B obaactn 8—16p
MOSIBJSIOTCST HITCHCHBHbIC MOMOCH MOMVIOWCHHSL. Jlas Bcex .
CMELICHHBIX T0J0C B CHCKTpax AciiTepipoBaHHbIX anaJiorosn:
OTHOLICHIE Vvii/Vp cOoCTaBjser 1,35—1,37. ITokasano, 47O’
CMCKTPHl KakK ZnOHT, Tax CJOHTI'(I'=CIF) coraacyiot-
¢l ¢ cuMMeTpieil IJIOCKOil iMOJCKYJIBl C, uau C,, onHako
BO3MOMKHA TAKiKe IHTCpMperamus — CNCKTPOB B 3TOIt
o6aacTi Ha OcHOBe JHWb KoseGamHit OH-rpynn B rekcaro-
HaJbHOit CJAOHCTON KPHCTAJUIIE. PeueTKe. Coobut. III eM. .
PyKXuy, 1968, 2B20. B. T. Kanuuunxkos
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- 135:309123m Structure and Binding Energies of Monohydrated

Cd and Cd?*. Lee, Edmond P, E.;- Soldan, Pavel; Wright, Timothy G.

(Department of . Chemistry, University of Southampton, Highfield, |

M YA ZZZ\ g Southampton, UK SO17 1B8J). J. Phys. Chem. A 2001, 105(37), 8510 -
& » 8515 (Eng), American Chemical Society. - High—level ab initio calcns.
/L ﬂ/ M have been performed on the neutral Cd-H,0 complex, and the dication,

Cd2+~H,0. Effective core potentials (ECPs) are employed for cadmium,
augmented with a large, flexible polarization space, which also includes
@m Mly : / diffuse functions. The calcd. double ionization energy for.Cd is within
0.03 eV of the exptl. value, suggesting that the basis set is able to describe

W M W ~ both Cd and Cd2* well. For both complexes, three main structures were

considered: Co, with the cadmium atom interacting with the oxygen
atom of HyO; Cay with the cadmium’atom interacting with both hydro-
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gens of H,0; and planar C, where the cadmium interacts witn onty one
of the hydrogen atoms of H;0. The global min. for Cd-H;0 is found to
be the trans C, structure, whereas for Cd?+H,0, the charge—dipole
interaction leads to the C,, geometry, with the cadmium interacting
with the oxygen atom of H,O being the lowest in energy. Our best
values for the binding energies, D,, are: Cd'H;0, 134 cm~! (0.4 kcal
mol-1); Cd2+H,0, 78 kcal mol~!, employing the CCSD(T) method. We
conclude that the Cd2+H,0 complex is stable with respect to charge
‘transfer and should be observable;.after correction for zero—point
‘vibrational energy, the stability of Cd-H0 is less certain from the resilts
of the calens. * I el s I PRI




