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'.‘L’rwnne JeCado

J.Chem. SOCQ' A 1965. .L;eco ’6970-6372
The heats of formation of dimethyl,
diethyl, and di=t=butyl pcroxide

Yie4 1966, 175521 D N orig



. 1965
CH,0 " Wade €. - s
Ad)““‘/’mm’/”/}" 4 ‘

L avesligatians .o

O

I




CHLOH pop - MIF56-1V 1966

Qsrur .9
,RM\A}MK,&; ef ol
n o qu,»l«;xoﬁu« |
4966, #0  w ¥, FS6-5E

%)



LQ”-M 1531~ /7.966
Jb(cwim. R. H %am{ae Fw,

:,[R”‘M %UM &oc /»{966
88, u/# 135§ -1357-

S




(966

—— 81117t The ionization potential and heat of formation of thej -
hydroxymethylene radical, _Risher, L. P. (Rocket Propul.
Estab., Westcott, Engl.). U.S. Clearinghouse Fed. Sci. Tech.
Inform. 1966, .AD-663083 12 pp. (Eng). Avail. CFSTI. 3
——dollars. - From U.S. Govt. Res. Develop. Rep., 1968, 68(4), 48.
The ionization potential of the CH,OH radical was detd. directly
as 8.14 = 0.15 ev., giving the heat of formation of the radical as{™
—8.4 & 3 kcal./mole. This latter value was shown to agree}
____with values detd. indirectly. Calens. were made of the bond ——

- dissocn. energies in several alcs., D (R-CH,0H), and these

{ indicate that the presently accepted value for the heat of forma- ——

- tion of CH,OH+ may be slightly in error. . TCVL

'




& 55571, Macc-cnieKTpoMeTpHsi _CBOGORHBIX  PAAHKAOB.

oo o “Fisher.l..P.Henderson E. Mass spectrometry ofj__

free radicals. «Trarfs. Faraday Soc.», 1967, 63, Ne 6,
:1342—1348 (aura.) .

i Ompemenensl TOTeHUHaNbl HOHH3AUHH (TT1) paankanos
CH,OH (I) m MeN (II), oOpasyiomuxcs Mpit TepMOJH3LL .

i

ol Ho - 'HOCH,CH,OND; ' Me;NNH> coorBercTBeHHO. A 1 pa-
p —j. : nen 814015 3¢, a TH 11 pasen 9,420, so. Temaorel}
o6pa3osannsi_1 u Il paBHbl cooTBeTcTBeHHo —8,4+3 1

.30,3_xkaa-moab~", Tlortenunans - nosisaewnst  MeN+ 3L __
Me,NNH,, Me,NNO 1 Me;NNO, papibl _COOTBETCTBEHIO
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10 45+0 05, 110, 3+0 05 10, 630, Oo Veranosneno, 4To BBe-|

Jlenne ABYX METH/bIBIX TPynl B palnKad BMeCTO BOIOpPO-
'na nmommkaer I na 2,0 3s, a Bpelenue THIPOKCHJBHOI
irpynnpt ma 1,67—1,81 36. I0. Hehpacon




Bp - §47 —Xiv |
_{é)vzm Thermochemistry of oxidation reactions. _Benson, |
_.S. W.; Shaw, R. (Stanford Res. Inst., Menlo Park, Calif.}.
— Adian."Chem. Ser. 1968, No. 75, 288-94 (Eng). The following
heats of formation (kcal./mole) have been caled.: MeO + 3.5,
T TEtO _—_4.0, fert-BuO —21.6, and fert-BuO, 18.6. From the
radial heats of formation, the following bond strengths (kcal./*
— mole) were obtained: RO—H, 104 = 1; R—OH, 91.5 £ 1; }‘

:R—OMe, 81 = 1; R—O, 89 = 1; R—O:R, 69 == 1; and R—O,,
126 = 1, the variance depending on R. Some unusual trends |

4 with X in the bond strengths Me—X, Et—X, iso-Pr-X, and L
tert-Bu—X are discussed. - By using group additivity to calc.|

" heats of formation, the bond strengths in some interesting poly-._
oxide mols. and free radicals have been caled. 18 referelrlxga]g:I

T AT ész‘_I_ZZo—f—.
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By ~336F~xw 1969
5B1079. M36biTouHble SHEPrHH B MAacc-CMeKTpax HEKO-

TOPBLIX KHCJIOPOACOAEPMKALHX OPraHHYECKHX COCIHHEHHSX._
Hanev Max A, Franklin J. L. Excess energies ini

.mass spectra of some oxygenconfaining organic compo-{_
.unds. «Trans. Faraday Soc.», 1969, 65, Ne 7, 1794—1804%

(aurar.) , E
Ha npuMmepe HeCKONbLKHX KHCJIOPOACOAEPIKALIHX OPT. CO-|

'e[JHHEeHHIl TMOKa3aHo, YTO Macc-CMeKTPOMEeTpHY. MeTOH ompe- .
' AeNeHHsT 3HeprHil CBS3H MOXET KOHKYPHPOBATb C JYUIUHMH
' KHHETHY. METOLAaMH, eClH YYHTHIBaTb H3GBITOK 3SHEPTHH _
. (E*), BO3HHKAIOLIHII NPH AHCCOMHALHH, BbI3BAHHOM 3JeK-
TPOHHBLIM ynapoM. E* HaXOAHTCS C MOMOIIbIO H3MepeHHs!

3Heprm’{ MOCTYNATeJbHOr0 JABH2KEHHS , OCKOJIOYHBIX HOHOB;

i —— 1 (POKXumM, 1969, 10651186). Benyuunbt_tensor o6na3oBaHuA|

]




IS pagHKaJaoB H HX HOHOB (uxc’m/mozw) %
CH,OH (—3+4; 170%1), C,H;O (—6=x2 '
T—T=2); CH:CO, (—4=*2; 145357_75%:%58#'5'7;
HCO (8+3; 198=*2), CH.CHOH+ HCO,+ (145) |

*TIOKasano, uto nomnl cocraBa CH3O+ u C,HsO+ npu mopo-
{TOBHIX 3Heprusx Bceraa umeior crpykrypy CH.OH+ n
-}CH;CHOH+, COOTBETCTBEHHO. _H. T. Toponeuxni




- JIXD

%Nonempirical LCAO MO SCF and CI [configuration
interaction] studies of isomers of CH;O+. Haney, Max A.i_
‘Patel, Jashbhai C.; Hayes, Edward F. (Dep. CHéiii.; Ri¢e Uiiiv. !

Houston, Tex.). J. Chem. Phys. 1970, 53(10), 4105-6 (Eng

« Nonempirical LCAO MO SCF and CI calcns. of geometries an
energies indicate that the mass-31 ion in mass spectra of methoxy’
.esters and ethers is that of protonated formaldehyde [(CHy —
OH)*] formed by rearrangement rather than that of the methoxy'
ion [(CH;0)*]. The best ground-state energy of CH;O+ was™—
[0.0542 a.u. higher than that of protonated frrmaldehyde. Heats'

——————————— of formatio H;0)* and (CH;OH)* are ~204 and 170 Vi
l ( s mole, resp. CH,073s nstable 1 respect to 1ssocn.'L_

0)t |

to HCO* (heat of formation ~ le)and Hs. » FBJN

o of e, 4
- () oaeee
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(?-af/f)?'/—_,?_&i Z '-'“_‘



I 5
103958j Positive and negative ion-molecule reactions and!
t, - the proton affinity of ethyl nitrate. Kriemler, Peter; Buttrill,
S. E., Jr. (Anal. Inst. Div., Varian Assoc., Palo Alto, Calif.).
.5 Sy Amier. Chem. Soc. 1970, 92(5), 1123-8 (Eng). Ion cyclotron
single and double resonance techniques have been used to study
the pos. and neg. ion-mol. chemistry of ethyl nitrate. The
pos. ion-mol. reactions can be divided into 3 classes: (I) transfer
—, of NO;* from CH;ONO,;* and H,NOs* to ethyl nitrate to form

. CHsN:Os*; (2) protonation of ethyl nitrate by CH,*, CiHi*, |
and CHO?; -and (3) fragmentation of protonatyed ethyl nittr;te' ek L
r into H:NO;* and ethylene. Proton transfer reactions were used |
A ~_todet. that AH,(C,H;ONO,H*) = 14 1/mole, corresponding i
o N to a value of 0 kca or the proton athnity of ethyl nitrate.

— The only neg. jon-mol. reactions in pure ethyl nitrate are the
reactions pi _Cz_H,(_)‘,CzH;Q“, and OH~ to produce NO;-. |

—— e
—
P—

s RS ¢}

C.A- 1] 37la0— @ | —



Mixts. ot etnyl mitrate with methanol, ethanol, 2-propanol, !
acetone, propionaldehyde, and n-propyl chloride showed thatf
most of the neg. ion reactions were proton transfers, although |
several ' displacement-like reactions were - also found. The;|
NO;~ ion was completely unreactive. A value of O-)i
"= —80 kcal/mole is deduced from the . proton transfer
reactions. .The large cross section at zero electron energy for the
formation of NO;~ by dissociative resonance capture makes
ethyl nitrate an excellent detector for near-zero energy electrons. f
An electron impact excitation spectrum of CS; was obtained by[
_using the NO,~ peak from. ethyl nitrate to monitor; the no. of |
inelastically scattered electronsasa function of electron elnlecr% |

|
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‘Moranos B.K,Copoxu 1 B. B. «XuMist BHICOK. SHEP-

76136.
>pu (OTOHOHH3AUMH AUETOHA, aueropeHoHa M sTaHona.!

. ruits, 1970, 4, Ne'©, 0ob=—o0/

HCCJe10BaHbl

HOH-

(730

e e
—_—

Macc-CrneKTpoMeTpPHUECKHM

METOoOM

| BHeprui

' HO-MOJIEK. p-UHH B GHHApHBIX CH
~ noa u CgHsCH3CO+3Tanoa npu

9—12,5 26. Jas uaentnukauun pas

cremax: (CHs)p CO-+ata-|
(HOTOHOHH3AUHH B o6snacTH

| S

JIHYHBIX KaHa- '

(CDa) 2 COu [

— JIOB p-LHit HCMOJb30BAMHCh JAefiTepHpPOBAHHBIC

_ cTHeM ' KaTHOH-PafHKaJoB KETOHOB IPOTEKAIOT
" rsmi. W3 3HauenHit TensioT 06pasoBaHisl HOHOR,

C,HsOD. Iloxasano, uto B o6onx cilyyasx p-uup € yua-

—CH;CH=OH* 1 [CH;JzC=0H"; onpeAcH SHLIX METOROM |
& oronomaal, paCCUIITATEl BEAMYNHB CPOACTBA K npoTo- |

e e o
—

aByMs Ty-
CH,=O0H™,

/ua
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- HY COOTB-LIHX KEeTOHOB.
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ormaldehyd. «Z. Naturforsch.», 1971, 26a, Ne '12, 2047—|
{ 2057 .(neM. pes. amr..) e
Ha mMaoc-onextposerpe ¢ «porononnsaumeit (PU) somnp.
XpoMartHy. cBeToM B o6aactw 4501150 A m3yyens! 3aBuc!
MOCT (BBIXOJIOB MOJIEK. i OCKOJOWHLIX HOHOB, -o6plasoaan-‘ —
ublx #3 meramona (1) w popmaanzernad (1), or suepru :
porouos. MaMepensl mnofenmnann  monuzaunn (1K) -\10-; (
Jiekys # norenuHanst nossackus (T1I1) ockoounbix #cHOB. —-“7—
TTowryuensr swanenust IIH (a8) mas I 10,83+0,03; 12,52;
114,67; aa H:110,88+0,02; '14,08. To @evmmummam T1I1 mby-_eq-_

a30BaHHSA MPH 298°K (KKasT/M0ab) ¢
CH.OHY. ‘167510 T3TAL09; CHa SO
939+1,1; 9+18. O.rnpe,mencm TakKe BeMHb | |

(KKGJI/MOJIb) M1 (HCO) =188+3; sue MCCOUHAMH '
caaseit D (HCO=H=88+*16; D (H—CO) = H—% S
I JIyYeHHblC BEJHYHHBI COMOCTaBJEHH C pesynb-ra-rauu
_zm'ropon B.: E. CwyparI

R '
HZ@3._UEH m.

.‘, *13 B89. dorononusauus meramosa M (bopmanbaersina. |
“ arneck Peter. Photoionisation von lethanol und‘




CHJO-- - | 14673
\ 5”&/ Jerd w. E
; ‘ 1 % 7 '. Lk (1]

Ml Chim. Beta”

19%3, 56, ¥4, 15/6-36 .



50402 1307 , S 40597 ,_[__V [J?
'6’1 // 0 é“ //Mﬂ/ﬂ Gy Ol / A/z/)

______ Christie K., Milne . ‘.R. ‘1‘.,
‘ Summers A.J. Heats of; f\rmatlon of C1-C4
‘alkyl nitrites (RONO) , and“«t\eir RO-NO '
bond dissociatlon energ 8%

-v"'Int. J. - Chem. Klnet. ,19

' (anr.u.) 0'3?9
132 33227  BUHMTH

‘6 N6~ 877-8
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L 4B1129.  CraGuabhocts M cCrpyxrypa Homwos H;CO+

XS (8036 ;
o6pasopanubix 3. COH+-+H, npn Hu3Koii Temneparype.
Hiraoka Kenzo, Kebarle Paul. Stability and:—
structure of HiCO+ formed - from COH++H: at low
‘temperature. «J. Chem. Phys.», 1975, 63, Ne 4, 1688—1690
(amrm) (r . & s -,
Ha' aacc-cnekTpoMeTpe BLICOKOTO JAaBJ. '€ HOHHU3aumHed
HMIYJILCHBIM 3JEKTPOHHBIM  TIYJKOM TIpH T-pax OT —100;

|
! i

Hs+(Hp) n+CO=H;COt++4nHz (3); "H3;CO++Ho=H;CO+
(4). Tapamerpst p-unn (1) Takosb:: AH°=—3,9 KKaJ1/MOJIb;
AS°=--20,5 3. e.; AG°300=2,3 xKaa/3oab. 110 3THM 1aH-
HMM faiiieno, uto Tennora oopasosanns AH;(H;CO+)=
=i196,8 ®Kan/MOJb, TOTAA KaK 1O pacueTy IIPOTOHHPO-
BaHHBI - ~(GopMaJbIenHI. ~. HMeeT AH;(H,COH*t) =
=169,8 &xan/momb, T, ‘e crabuabnee iona HyCO*, obpa-

sopannoro 3 p-umn’ (1), ma 27 xxaa/momb. Habmonxenne|™

p-mnit 3amewlennst (2) u. (3) moxasmmaer, wro H;CO+
P e e - detteti st

K] @D H,Cot, el & Yo .

no —165°.m3yvamn papHomecue p-uuy  HCO++4Hp=! \

=H;CO* (1) ' ‘cmecn meck. mm Hy w 5-10-% M CO.|
-|Habaonann Takxke p-wn HiCO++CO=(CO)H++H, (2);

7975

U
»

N

\
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B



COCTOMT M3 CPaBHHTEJBHO MaJO HCKAXKEHHON MOJeKyJan| °

Hz, B3aumomefictsyiomeit ¢ HCO+. IlpeamonoxeHo, 'q'roL

H,CO+  mmeer ~ crpyRTYpy (A) € HECHMMETPHTHOM boidiommme e oo,
3-LeHTPOBOf cBA3pio, - MeXAy 3 atoMamn H, (cm.-puc.),

§
- 1 HE 1 ;
>—H'foﬂ >—H—< : ‘ ‘.
PR BE . UM :

TR A

— e,

A § ;
anasonmunyio  crpyktype ‘(B) - moma Hs+. Ilocxko.bky BY
p-win (1) He 06PA3IYETCH  MPOTOHMPOBAHHKL GopMasbie-| :
‘Tid, ClesaaH BHIBOJI, YTO MEXJY ero CTPYKTYPOH M CTPYK+!
Typoit A _inMeeTcs BHYTPCHHHIl Gapbep,  NPCBHIUAIOUIHI,
3K30TepMHYHOCTE_p-1ni (1) - (3,9 KKaa/Mosm) H CBA3AHHBIL
¢ HeOOXOIMMOCTbIO TEpPerpyNIHPOBKH -CTPYKTYpPH A aas’ * -
nepexoca oamoro u3 aromos H 'ma .atom” Kmcaopoma. |

: : ' ~__-B. E. Ckypart!

o UL i ... =~ 20

\. Iy ; ' >:\" >
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'Kim J.K . Theard L P Huntress w T., J“ﬁv*‘

'Proton transfer reactions ffom‘H 1ons togfy
:N2,02, and CO molecules ~% ..3;x_ R

"Chem.Phys I.ett.",1975,32 N 3 610-614
(aHer ) L :
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CHa Ol 7974
CHs CHg OF

20 5940. dHepreTHKa OKHCJCHHS anpTOBblx pannxa-
Jn0B B BOAHOM pactBope. bepauukos B. M. oK. ¢ua.,
\xumun», 1977, 51, Ne 6, 1396—1398 j
“Ha ocHOBaHMH JHT. AaHHBIX H psifa AOMYLICHHIT pac-
cun’™Hbl 3Havennst AH®, AS°, AG®° 1 OKHCJ.-BOCCT. NMOTeH-
P unano npoucccon OJIHO3JICKTPOHHOrO OKHCJEHHSI pajaHKa-

p-pe mo p-unsam CH,OH-+H+—>CH,OH*-!
4/‘/ 4 S 4% +1/2H2 (N2 MeCHOH + He+—ATeCHOH+ 4 1/5Hy (2).
MeCOH+H+—~Me;COHT1/2H, (3). Beanmumnsr —AH®

KKaa/Moab u AS® 3. e. cocrasuam: (1) 3,7 u 16,4, (2) 80'
n 205, (3) 7,2 n 27,7. I'lonyqemlue JlaHHBle CpPaBHEHbl C'

_JIATepPaTypPHBIMH, )K._Bacmenko
/ PHBIMH. EIEY.

1 s @



7 Va7 o,
C IL /2 ﬂ // |12 B823. Te"}lﬁ; gﬁpaséﬁézmopux usomepnu{yﬂ

[CaH2n410]+ monOB. BiusinHe 3aMecTHTeNe Ha CTaOub-
_mocts momos. Lossing F. P. Heats of formation of
C// c’//[/f/ . some isomeric [CnHan41O]* ions. Substitutional effects |
L] _on ion stability. «J. Amer. Chem. Soc.», 1977, 99, Ne 23,\

2 /7 . 7526—7530 (auru.) '
Ly yé’ﬂ H3 macc-CrieKTPOMETpHY. H3MCPEHHiT OnpeAe/eHEl noTeH- !
Z j ‘HHaabl MOSIBJICHHS H3OMEPHBIX [CaH2n41O]+ momoB npH
U979 « n=1—5. C Hcroab3OBaHHEM JIHT. AAHHLIX PACCYHTAHBI
/7 BeJIYHHbBL AH (06Gp.) XKaj/MoJb, COCTaBHBIUHE AJA HOHOB

+ = 5T +
4/ Ao CHOH I8, McCHOH 139, CH;OMe 156,5, MeCH;CHOH !
. % v , =+ I
/ 132, Me;COH 120, MeCHOMe 133, CH;OCH:;Me 144,

|
e o Y + &
MeCH,C(Me)OH 115, Me,COMe 114, MeCHOE! zl20.}
i

+

Me,COEt 104. Ormeuena crabuan3anis #{OoHOB NPH HaJH-
yyu Me-rpynnsl y aTOMOB — HOCHTeJeit 3apsifa. [loayuen-
jble AaHHble CPaBHEHBI C JIHT. JAAHHLIMH VI anmmmmx(
wonos, OGcy:Knena CTaGHAM3auUMs 3apsiloB B H3YUCHHBIX
HOHaX, JK. I'. Bacmaenko
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WAND, /9798
J&&L&[ Bohme J K.,

]/L‘é %’ ALASS /f eethom.
Jon Phys., //% 26, WY
1) 34%- 3%3

Pwim f’zﬁmf%e veq cZLw/M'
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CHZ 0~

" '24B61. - Pacyer meropamn MIAN w MYNZN/3 sro-' .,
pHuHOro ' H3OTOMHOrO  apdekra. Kohler Hans-:

‘Joachih. MNDO- un.dh.N.X_INDOIB-Berechnungen zum !

sekunddren Isotopieeffekt. «Z. Chem.», 1979, 19, Ne. 6,|

Cy’ // ~ 235—236 (mem.) : d
3// / " PaccyHTaHO H3MeHeHHe 3llfBonH11 B peakuusx CD;O—+

CHz5

2y

, +CH3;O0H—~CDyOH~+CH,0~ (1), CD,NH--+CH;NH,—~ ‘,
{—CD3NH,+CH;NH- (IT) 1 . CD3S=~+CH;SH—>CD,SH |

CH3S— (III). BpamaTensypiit BKAaj B SHTPONHIO yuTeH B ,
" ‘paMKax MOJeJH 2KecTKoro potatopa. KoseGaTenbHblil BKIax '
. P SHTPOMHIO BLIYHCJEH B rapMOHHY. mpuGamkenuu. Tapmo- |
' HHY. L.270BOE IOJIe ».0JIeKyJl paccunTaHo merogom CCIT MO !

JIKAO B BasentHbix npuGmuxenusx MITIAIT m MUTTATI/3.
Ilonyueno xopouree corsacie ¢ SKCNEPHMEHTOM /sl H3Me-
HEHHSL CBOCOAHOi SHEPrHH B 3THX _ peakuusx, Koropoe|,

_ onpejiesieTcsi_TO/IbKO_SHTPONHNHbIM BKJAaJAO0M (Neppas Be- .

JIHuHHA — pacdeT Metogom MIIAIL, BTopas — MUIIIIL/3, |
"B CKOOKaX NpHBEleHbl IKCNePHM. BEJHUHHB, KJJK/MOJb): :
I "—1,81," —2,06, (—2,09£0,42), 1T —132, —2]1'
T=1,5520,33), 11I_—0,46, —0,79 (=T,26=£0,33). Caeaan !
BBIBOA O nosmoxmm n3oronueix 3ddekTo Ha

a° /@;{gﬂ‘/gy ‘(:c_ugii pacyeToB Me-rfmamu MUIIOI/3 » MITATIL

g = -y K. SI. Bypuwrteiin !

e
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!) 18 B789. . Tennora 00pa3oBaHust  OCKOJO4YHOro HOHa'
CH;=O+H. Selim Ezzat T. M, Helal A I. Heat:

CH O ¥ of—formation of CH,=O+H fragment ion. «Indian J.
3

Pure and Appl. Phys.», 1981, 19, Ne 10, 977—980 (aur::.)‘|

- B macc-cniektpometpe ¢ nommsaumeit S/MEKTPOHHLIM _yja-

POM ompeje/ieHbl NOpOroBble NOTEHUHAJBI MOSBIEHHS Oc-

KOJIOYHOro ~moHa ¢ Maccoit 31 u3 4 amndatuyu. cnupros,

Austunosoro a¢pupa (), yKCycHoit K-Thl m H-nponuagop-

A // MuaTa. Honel, monyuennnie #3 Bcex MOJIEKYJl TDH Mopo-:
]L roBoit sHeprun, umeior ctpyktypy CHo=O+H, AH (o6p.) =.
=175,3 xkan/monb. Houw, obpasyiomuecs u3 MeOH 1

NPpH 3HEPrHH BbilUe MOPOroBOil, HMEIOT MeHee VCTOlHYHBYIO

ctpykrypy CH3;0+, AH(06p.)=196,7 kkan/mons. :

RN ST .. _Tlo_pesiome.

V\/_'./gégg@l /_._0, /K ©
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. 3 95: 226725p Heat of formation of CH2:0+H fragment ion.
Selim, Ezzat T. M.; Helal, A. I. (Phys. Dep., At. Energy Establ.,
Cairo, Egypt). Indian J. Pure Appl. Phys. 1981, 19(10), 977-80
(Eng). Using an electron impact energy distribytion difference
technique, appearance potentials at threshold for mass 31
fragment ion from four aliph. alcs., Ete0, HOA¢, and HCO:Pr
v r have been detd. The ions obtained at threshold from all the
j.'. sources have the common structure CH2:0+H with AH = 175.3
) kecal/mol. In case of the ions obtained from MeOH and Et20 at
energy higher than threshold, the ions were formed with the less

stable Me3O+ structure with AHy = 196.7 kecal/mol.

C.A. 198/, 95 N
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AWy (o X314/ /952
Mle Millen R-F., GCotder B,

Jnn . Rev. /0//454 Chum. 1952,
J3: Y93-539 .
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oy [0m /314 /984
lle MLiClen B-F, boleden R,

g, Ann- Re Phys. Chem. /951,
 J3: 93—,



[CH, OH]" /983
/%(7?/77@} yb,é/z %,/

[4

L0ssing F.P, et ol

éjf W Can.<f. chem., 1943
6/, N10, 4305 — 2309,
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Forwshin E.B.
Pacnesi  Neposited Foe. 1983,
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' "102: 36927j Observation of the hydroxymethyl radical in the

gas phase by vacuum ultraviolet photoelectron lpeclroscopy.l

Dyke, J. M,; Ellis, A. R;; Jonathan, N.; Keddar, N.; Morris, A.:

(Dep. Chem., Univ. Southampton, Southampton, UK S0 HNH).,

Chem. Phys. Lett. 1984, 111(3), 207-10 (Eng). The 1st,

photoelectron band of the CH:0H radical was obsd. with a.

multidetector photoelectron spectrometer. It exhibited clear

vibrational structure in 2 vibrational modes which were assigned to

excitation of the C-O stretch and CHz deformation mode in the ion.

0 The vertical and adiabatic ionization energies of the band were 8.14

2 % 0.001 and 7.66 £ 0.01 eV, resp. Use of the latter value, together,

A f with the well established heat of formation of the ion, allows the heat

,zyf /J of formation of the neutral mol.,, AHus®(CH:0H), to be estd. as'
-0.25 % 013 V. _ 3 i

. A 1985 102 WY
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EWL; C. 8, Varn Waner 7.2

3 Phus Cham, 1986, 90,
4, N /8, 7960~ 43635
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h e @WO) (on-2g01% ] 1957

Tennora oGpa3oBanns M 3HCPrHM CBA3M HOHOB '

CO+ u H;COOH+. Heat of formation and bond ener-
ies of HyCO+ and HyCOOH* ions. Ferguson E. E,, |
oncin J., Bonazzola L. «Int. J. Mass Spectrom. and Ion
Process.», 1987, 79, Ne 2, 215—220 (auru. |
HUs 3Htlzyre'ruq. 6ajanca p-umii C HCMNOJb3OBAHHEM BeJH- |
uniiet A;H(CH;COOH+) =204 kKan/monb M oOueHKH 3Hep-
run cBssu D (H3CO+—OH) =50 kkaa/Moab ans Tpumier- '
HOro OCHOBHOro coctosinisi katHona HyCO+  moayueno,
AyH =2454-6 kxaa/mounn. Kak creacraue, D (H—H,COt) =
4}/% ] =31 xkKaja/mosb. Haiinennas  BeanunHa A/H(CH;CO+)

XOpOIIO cOorJacyercss € JIHT. 3KCmepHM. 24745 u Teop.’
X./98¢,/9 N6

260 xkan/monb, L e [To pesiome
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CHO 1989

3acaouxo M. C., Myxocees IO. K., Tiopun A. H.
Peaxuun pagukanos CH,0 B ysapHBIX BOJIHaX
// Kunetnka u katam3. — 1988. — T. 29, pumn. 2. — C. 283—
290.
BuGaumorp. : 13 ua3s. ]
— — 1. Merwmnutpur — Pa3znoxenne B yaapHoit Bonne — Jlio-
MHMHECLCHTHBIE MccaepoBanmsa. 2. Merwinutpar — Passoxenue B
yAapHO# BosiHe — JIIOMHHECLIEHTHbIE HCCJIEOBaHHMs,

=
B3 Ne 77636
18 Ne 4112 VIOK 541.127:536.379:539.12:

HITO BKII 25.07.88 541.12.033:542.92:547.024

EKJ 17.5
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) 8B3025. [Iposepka TensoT o6pa3oBanus pajaMKanoB
CH;0 u CF;CO. An examination of the heats of forma-.
Tioh Tor CHCO and CF,CO radicals / Francisco J. S.
Abersold N. J. // Chem. Phys. Lett.— 1991.— 187, Ne 4.

.— C. 354—359.— Aunra. ]
HccaegoBansl nyTH gasnomclmﬁ aJbTePHATHBHBIX ra-
aouposojoposos thna CF;CX,H. Mix pacmax B Tponocde-:
pe HMHHLHHPYETCSl «IKCTPaKlHeil» BOAOPOAA THAPOKCHJOM:
c o6pasopannem pamukanos CF;CXe m  HyO. [Ilocsen.;
Jierpajanis 3THX PalHKaJoB BefeT K 06pasoBaHMIO pajH-:
kanos CFsCO (1). BuisicHenne BO3MOXKHOR XuM. poan I,
/ B atMmocdepe TpeGyeT 3HAHHS €ro TENJOTH 0GPa3oBaHHs.|
A f ITpaBoMOUHOCTb COOTB-LIEr0 pacueTa OlleHeHa MO TemJoTe
oGpasoBanna paankana CHCO (II). Pacuer moJek. op-.
GuTaJeil MPOBOAHMJCS C HCMONb3OBAHHEM [BYX CXeM H30-
Aecmuy. p-unit CX3CO+CH—HCO+CH,3CX;3 n CX3CO+
/1 : [ é ‘4 CH;Cl—=-CICO + CH;CX;. BuiuncjeHHoe 3HaueHHe
J4 Aj HO%g (11)=—4,242 KKkan/MOMb XOPOUIO corjacyercs ¢
u3pecTHuMI auT. Aannpyi.  Jas 1 nmoayueno' ApHC%gs=

X« / q t] j/ /VX =—139,9+2 xkaa/mosb. A. C. Tyseii_
EN ~ } :
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11 63093. Suranenua’  ob6pasosaums rHAPOKCHMETUNA.
On the enthalpy of formation of hydroxyfWelnyl /Dobe S..
//Z. phys. Chem. (Minchen) .—1992 .—175 Ne 1 .—C.
123—124 .— Awrn. i

Ha ocHOoBe Ppe3ynbTaToB MWCCNEROBAHUA KMHETHKM P-Luu.
CH,OH+4HCI*==CH;0H+-Cl, nposeAeHHoro N3OTEPMHUY.
meTopoM 6bicTporo motoka B codetanuu ¢ NP u nasep-
HbIM MAarHWTHbIM PE3OHAHCOM, OUEHEHa 3JHTansnus obpaso-
BaHWUR pPapMKana CH;OH. B kau-Be cpepHero 43 onpepene-
HMI NO 2-My M 3-My 33KOHaM NPERNOMEHO 3HaueHue AH°
(CH;OH, 298 K)=—12'j-_4 k[ /mons., D10 3HaueHue cOrha-

4 CyeTca C HEepaBHO MONYYEHHBIMM 3HAYCHUAMMW  IHTaNbNUM
A f. obpasosanus CHOH Ha ocHose cnektpockonuy. W Teop.
AMCCOUMaLMM CBS3M B METaHone D(H—CH,OH)=410 «[x/

/mons. _B. ®. Baiby3,

X. 1992 vy
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\

" 117: 240790k On the enthalpy of formation of hydroxymethyl:
Dobe, S. (Max-Planck-Inst. Stroemungsforch., D-3400 Goettingen,
Germany). Z. Phys. Chem. (Munich) 1382, 175(1), 123-% (Eng).
Tha2 kinetics of reaction of formation of Cli:0H radical were studicd.
in order to det. a proper value for ite std. heat of formatioa: —(12 £’
- 4) kJ/mol. The new value for the H-CH:0H bond energy of
methanol was then derived. " :

(J;//)

C.A 1992 12 w2y
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/993

/ 118: 176972n New theoretical value of the enthalpy of formation’
of the hydroxymethyl radical. Espinosa-Garcia, J.; Olivares del’
Valle, F. J. (Dep. Quim, Fis., Univ. Extremadura, Badsjoz, Spain’
06071). J. Phys. Chem. 1993, 97(13), 3377-8 (Eng). The authors’
have estd. theor. the enthalpy of formation of the CH:OH radical by
using as working chem. reactions CH:OH + H: — CH; + H:O and
CH:OH + CHi — CH;OH + CHs. The accurate results can be
reached when theor. methods use large basis sets and élaborate
correlated wave functions. The value obtained (15.6 % 1.5 kJ, mol) is
in exgellent agreement with the exptl value found by B. Ruscic 4nd
JoBerkowitz (199._ 0 T T TR

¢.A-1993, 118, A’fé"
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22 b345. Kanophuerpnuecxoe MCCNEefOBaHHe BAMAHHA NO-.

BEPXHOCTHOTO OKMCNCHMS YrMepoAa Ha ero aAcopbuMonHbie

csoicrea. Kalorymetryczne badanie wptywu utleniania po-'

wierzchni  wegla na wtasnosci adsorpcyjne */ Rychlicki:

i n & ; Gerard, Terzyk Artur P. // Zesz. nauk. AGH im. Stanis-
UJoLAN L awa Staszica. Chem. .— 1993, Ne 25 .— C. 119—128 —.

707 /" ) Mon. ; pes. awrn.
"‘, ('[)/ v Z}““? Metoaom apcopbu. . KANOPUMETPUM U3MEPEHbl W30TEepPMbl

¢ i
2y 2 " apcopbumu,  MHTErpanbHON TENnnOTsI M JHTpONMM aacopbumm,
&/‘//UW ] / CH,OH, CHOH, CCl, CHCl; Ha yrnepoae npu 308K.

CYXXAERT BNUAHAE NOBEPXH. OKWUCNEHWUA Yrnepoja Ha ero

;Mf/éa/l/ﬂ{vf aﬂf?f’f“‘, csodictea. .. .. .. . .. H. B. Yenosckas

Y coptyuy o

X . /96 N 22
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" 119: 235163v Heat of formation o
Deo(H-CH:0H). Ruscic, B.: Berkoditz, J.
Natl. Lab., Argonne, IL 60439 USA).
11451-5 (Eng). The appearance

CH;OH was reexamd. by photoioni
higher resoln., better statistics, an
result, AP(CH~OH+*/CH:OH) = 11.¢
with IP(CH:0H) = 7.549 % 0.0¢
Do(H-CH:OH) = 395.6 £ 0.6 kJ/mol
derived from this value include D

> iF
L’b O and the proton affinity of CH:O.
A [ ¢ ,‘2 0 40? _ value for AH°=e(CH:OH) is cor., by
VL Va7 Somm(CH:OH). The revised value,
kJ/mol, still differs from the present §
recent high—quality ab initio calen. in g

/‘7? present _resulL_,.‘_. M
C.A. /993 /8 HAR -

ydroxymethyl and methanol!
(Chem. Div.. Argonne,
J. Phyvs. Chem. 1993, 97(44).:
tential (AP) of CH:OH* fmmi
tion mass spectrometry using!
- a more extensive anal. i
9 % 0.003 eV, when com
eV, yields a'bond ener
Other quantities which can
AH°(CH;OH) at 0-and 298 K
\ prior thermochem. deduced!
\sing & hindered rotor in calcg.
He°»e(CH:OH) = -12.2 £ 1.7:
alue, -16.6 £ 0.9 kJ/mol, but a:
ood agreement with the!
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A On 31401 /9%

- 94192, Tennorta obpasosanms  CH,OH. Heat of formation
of CH;OH / Traeger John C. Holmes John L. // J. Phys.
Chem.. — 1993. — 97, Ne 14. — C. 3453—3455. — Awnrn.
C nomouwsto q:»orouonuaauuonnoﬁ MAaCC-CNeKTPoOMeTpum
onpeaeneH noteHuuan nossneHus CH,OH* un3 mertavona u
nonyueHa Tennorta obpa3oBaHus KaTMOHa npw 298K |
708,5+0,8 k[w/mons, C nomouwsto 3TOM BenuuuHbl Ans
tennotsi obpa3sosaHus CH,OH nonyueHo 3HauyeHue —
A /L/ 18,9+£1,0 kx/mons. O6CcyBAIOTCA 3HaUMTENbHbIC pacxox-
j'— AeHus € NPEeAbIAYLAMMM panHbimu.  MMonyueHa BenuunHa
cpoacTBa K _MPOTOHY  ANA. dopmansaervaa 712,9%1,0

klx/monk. forarisn i O S et S

® 1993, § 9
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/1993

20 B3015.  Tennora obpasosaums CH,OH. Heat of forma-
tion of CH,OH /Traeger John C., Holmes John L. //). Phys.
Chem. .—1993 .—97 ,N2 14 .—C. 3453—3455 .— Awurn. !

C . ucnonsaosawmem MC AMCCOLMATMBHOM  POTOMOHM3A- |
UMM M3mepena kawywascs 3sHeprus obpasosaums CH,OH™
M3 meravona. [lns Tennothl o6pa3oBsaHuas  KaTMOHa npw !
298 K nonyueno 3HaueHue 708,5%0,8 x[xw/mons, K-poe !

coorseTvcTByeTr BenmyuHe abec. cpoacTea K

Popmanegernpa 712,910 kw/mons.

Mokaszano, uro sro
M Teoper. Benuuu-

npotoHy pans

pae XOpoWo cornacyetcs C Ap. 3KCnepum. i
/A/ﬁ/) Hami W nNpuBOAWT K Tennote obpaszosawus CH,OH npu

298 K pasvoin —18,9+1,0 k//mons.
_AGHME MEXAY MONYUYEHHLIM 3HAYEHMEeM
uMTensHo 6Gonee BLICOKMM 3HaueHMEM

O6cyxpeno pacxox-
AH (CH,OH) u 3Ha-
Tennotel obpasosa-

HUA, NONyYEHHBIM U3 KUHETWY. uccneposawmii p-umm CH,OH

¢ HBr n HL

—————e e

X. 1995 nio

B. ®. Baiibys
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118: 176982r Heat of formation of b)drox)methyl. Traeger.
John C.; Holmes, John L. (Dep. Chem., La Trobe Univ., Bundoora, !
3083 Australia). J. Phys. Chem. 1995, 97(14), 3453-5 (Eng)..
Threshold photoionization mass spectrometry was used to meuure'
the appearance energy for the formation of CH:OH* from methanol. '
A value of 708.5 + 0.8 kJ mol is obtained for the 293 K cationic heat:
of formation, which results in a corresponding heat of formstion for.
the hydroxymethyl radical of -18.9 £ 1.0 kJ/mol. The discrepancy l
between this value and the significantly higher heat of for:nn’xon
obtained from a kinetic stud) of the reaction of CH:OH with HB:!
and HI is discussed and partiy resolved. An abs. proton afﬂmt) [or
{orma!deh\de of 7129 = 1.0 kJ/mol is derived.
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17 61035. . Ténnota o6paszosamus CH,OH. Heat of for-

mation of CH;OH /Bauschlicher Charles W. (Jr.), Partridge

" Harry //J. Phys. Chem. .—1994 .—98 ,Ne 7 .—C. 1826—

1829 .— Awnrn. : . ;

Heamnupuueckuii metonq CCM 8 npubnuxeHuu, orpaHu-

4YeHHOM no cnuHy, meton MM2 u npubnuenue cBA3aHHbIX!

KNactepoB C Y4e€TOM Of[HO-, ABYX- M HacTM4YHO TPEXKPAaTHbIX'

Q\ Bo36y)paeHM i B NONSPU3aL. BanNEHTHbIX. TPEX- W “eTbipex-

Q) KCnoHeHTHbIX 6a3ucax MCNONb30BaHbLI ANA ONpeaeneHus Ten-

notbl obpasosanus CH;OH (c nomowpio p-uum CH3OH—

'\’\ —CH;OH+-H). PaccunTaHHoe 3HaueHWe 3TOH  BENUUWHbLI,.

pasHoe —152+43,5 k[x/mons, conocrasneHo ¢ aKcnepu-,

AJL ) U\ menranbHo  onpepeneHHbimu 3HAYEHUAMU M MONYHEHHBIMM.
pavee Ha 6onee Hu3KOM ypoeHe pacuera. [poaHanusupo-

BaHbl MCTOYHMKM OWMBOK NpU  HEIMNUPHY, onpenenenuu;

PacCMOTPEHHON TEPMOJMHAMHY., X-KM M HaHQEHO, 4YTO B,

- Haubonblied cTeneHW HeONpPefeneHHoCTb B ee onpeaeneHuw!
cBR3aHa _C pacveroMm dHeprui Hynesbix_konebamui.  H. C.|

Y. 1994, (7.
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_ 2B4309. MU3yuenne npepuccoLHaLmH CHIO B COCTOSIHMM
A(*A,) MeTOBOM CNEKTPOCKONMM NOCTYyNaTenbHLIX 3Heprui
dorodpparmenToB - B 6LICTPOM nyuke. Study of the predis-
sociation of CH;O A(*A;) by fast beam photofragment
translational spectroscopy / Osborn David L., Leahy David
J., Ross Eric M., Neumark Daniel M. // Chem. Phys. Lett.
1995 .— 235 , Ne 5 - 6 .— C. 484—489 .— Awnrn.
Papuxkanoi CH;O nonyuanu MeTopoM doTooTWwenneHUs
aNEKTPOHa OT COOTB-LYUX OTPHL. WOHOB B 6LICTPOM HOHHOM
nyuke. CunbHas_ npeauccoumauns CH;O np dotoso3byxae-
.MMM nepexopa A(®A,)<X(’E) HauuHaeTcs npu 3HEpPruM BO3-
6yxpenns 35419 cm~' ypoBHs v;=6 u npotekaeT no Tpem
kananam ¢ obpasosauuem CH;+O (rnaBHbiii  KawWan),
CH,+-OH u CHO+H. ; B. E. Ckypar

X./95% N2
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14B412. IIpaMoe um3yyeHMe KMHETHMKM peaxituii
Br+CH30H u CH,OH+4+HBr. Tennora o6paso-
pauuns CH,OH. Direct kinetic studies of the reactions
Br+CH3UH and CH2OH+HBr: The heat of formation of
CH20H / Débé S., Bérces T., Turanyi T., Mirta F.,:
Grussdorf J., Temps F., Wagner H. Gg. // J. Phys. Chem.—
1996 .— 100, \e 51 .— C. 19864—19873 .— Amura. Mecto
xpanenus 'ITTHTB ; i
MeTonom nasepsoro ummyiascHoro ¢oTomusa ¢ ¢uayo-;
€CUEHTHEIM JCTeKTHPOBAHMEM H3yyeHa KHHETHKA D-LIMK !
r+CH3OH=HBr+CH20H (1, —1) npu 439—713K (nps-:
A JC) Mmas p-uns) u npu 220—473K (obpaTHat p-umus, ¢ MCNOMB-:
30BaHMEM JIa3epHOrO MarHMTHOLO pe3oHaHCa ML H3Mepe-
uua konu-uit pamukanos CHoOH). Ionyuenn Bripaxenus

IS KOHCTaHT CKOPOCTH k1=(3,41:!:0,89)-109T1'5exp[—
(29,93+1,47) KH)KE(OJHf-I/RT]CMa'Monb—lr-C—l n

X 1997, N Y



k-1=(1,200,25)-10%.exp[(3,24:£0 44)xIlx-soms ™! /RT]ered.
moms~'.c™!. Onpeneneno 3HauCHNE TemnoTH  o06pa3o-
Bamus pamukana CH,OH: A,H298(0H20H)——16 6+1,3
kIl /mons. Bu6x. 61, - B.B. Bunn

O



