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A1 REHAWNES THERAFR FHE ALK

HOMO LUMO
E(ev) cs c3 E(ev) cs ¢,
T -11.326 0.355 -0.370 1,660 0.461 0.466
E(ev) c1 cy E(ev) ¢y ¢
S-A -12,139 0.492 0.320 2.838 0.482 —-0.330
-B -11,117 0.411 0.227 3.064 0.470 —-0.343
-C - 9.273% 0.303 0.124 3.719 0.484 —0.364
-D -11.049 0.253 0.193 ‘ 2.833 0.473 -0.325
-E -12.869 0.469 0.319 0.580 0.313 -0.145
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ok od o8 5 M MR

g% T—H-—-S T—CH;0-S T—NO,—S
EGaERLR B&ga EREGR
m.p.(C) 103~104.5 96~97 143~144
Ms(M*) 210 240 255
RS
C(%) 85.5(85.67) 79.90(79.96) 70.63(70.56)
H(%) 6.77(6.72) 6.71 (6.72) 5.15(5.14)
o(%) 7.33(7.61) 13.39(13.32) 18.8(18.8)
N(%) 5.42(5.49)
SFR CisHiO CieH10; C,sHyisNO;
IR(cm™) 705(s) 755(s) 705(s) 730(s) 720(s)
1470(s) 1500(s) 1255(s) 1035(s) 835(s) 860(s)
1655(s) 1630(s) 1475(s) 1500(s) 1470(s) 1675(s)
3040(s) 3010~3100 1670(s) 1640(s) 1640(s) 1520(s)
3010~3100 1360(s)
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CH,0—S%240, T—NO,—SR255, ZETELTWER, BEENNSTFRASH A
CisH10, CyH,40,y CisHNO, , BN REMESRXZHERLELEHOLI1MRY.
MR ATMIESE, MR E Fa,f—FIEMMH, FHEMEIR, HivER, & RA
ENEZHENZHENRIMEZETN2, 50, Bads +2sHFF MR LR,

M ay' Home, d—3 R8T MR D HHE,

£3 mABARAFH S Homr(Sppm)
(FT—80A , 79.54MH, , CDCly , TMS)
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A4 mARBERATEFEL SR

1402 0.1C 1551 0.1C
K% x1088™1 K. *x108mol™is"T K,x10% ! K,x10%/mol 157!

S—A 4.72 9.59 11.94 23.65 7
S—B 8.06 17.0 19.44 41,37
S—C 11.94 37.3 33.33 104,17
S—D 6.67 13.06 16.11 31.59
S—E 11.39 21.70 28.06 51.48
P e
1622 0.1C AH* AS*

Kix10%™ 1 K,x 10%mol s} Kcalmol™* Calmol™T™}
S—A 18.06 35.75 21.4 -31.8
S—B 26.11 55.56 19.2 -35.9
S—C 38.33 1198.79 19.5 -34.4
S—D 21.11 41.39 18.89 -37.1
S—E 34,72 63.71 18.36 -37.5
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<) I (1402 0.1°C . 155+ 0.1°C . .._.162%0.1%C

P - -1-1 ,_f_(i 6 11 1, Kx 6 -1 1, Kx
K,x10lmol ™ is™! lg Ko K3x10%1mol s 1g K K,;x10%1mol 1s™! 1g X

S—A 0.00 9.59 0.00 23.65 0.00 35.75 0.00
S—B -0.27 17.0 0.25 41,37 0.24 55.56 0.19
S—C -0.83 37.3 0.59 104.17 0.64 119.79 0.53
S—D +90.23 13,06 0.13 31.59 0.13 41.39 0.06
S—E +0.78 21.70 0.35 51.48 0.34 63.71 0.25
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The Diels-Alder Reactions of Tropone with a Series of
Para.substituted Styrenes

Configuration of Adducts and Kinetic Studies

Xu Xiangong Huang Jinke Guan Yongyi
Abstract

The cycloaddition reactions of troponc with a secries of para-substituted sty-
renes were investigated. The endo-configuration of adducts were elucidated by
means of spectroscopic data, and the periselectivity and regiosclectivity in cycl-
oadditions were also explained. In order to define the substitucnt effects on the
rate of the Diels-Alder reaction, a kinetic study of the reactivities was carried
out with high pressure liquid chromatography. From results, it can be suggested
that the cycloaddition is classified as a Diels-Alder reaction with neutral electron

demand, and it mainly is controlled by frontier molecular orbital.




