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Fig. 2. Optimized geometries of (1a) and (2a)

Table 1. Atomic distance in {1a) and (2a)
atomic distance { A

ila) i 2a)
raled ahs. oha .- caled caled ohz. aba.- caled

SRy — e 3.04 3.05 0.04 3.24 3.85 0.01

C{A ) 3.01 3.04 0.03 323 3.24 0.01
OO 1.38 1.40 0.0z 135 1.35 0.a0
1031350 1.38 1.39 0.01 1.39 1.38 -0.01
Q{10120 1.38 1.40 0.0z 1.38 1.38 0.00
Q{10135 1.35 1.3 0.0o 1.39 1.38 -0.01

C{N—C5% 141 141 0.0a 152 152 0.0a
CE—0C1 1) 142 142 0.00 151 1.49 -0.02

CHO—CE) 141 14z 0.01 152 152 0.00
Can—11Y 1.41 1.39 -0.0z 1.51 1.49 -0.0z

I —Of15) 150 1.49 -0.01

C(9—0(159 150 1.49 -0.01




Tahle & Dihedral angle between the plane Aand B
angle between the plane Aand B [deg.]

compd
caled oba.
(1a) 153 153
(2a) 127 126
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Fig. 3. View of HOMO of (1a)
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Tahle 3. Atomic distance in {1b) and {Zb)

atomic distance (caled) | A

i(1h) i2h)

A —CHEY 304 .24

C{A— 2] 3.08 3.24

S0 12) 1.74 1.74
S10—C13) 1.74 175
210129 1.75 175
S107T—C(130 1.74 1.76
CI—CHEY 142 153

CI—C11) 1.41 153
9 —CHE) 1.41 153

CIN—C1LY 141 152
CHI—O(15) 150
CIN—0 {150 150

Table 4. Dihedral angle between the plane & and B

angle between the plane A and B [dez.]
compd

calod

1 147
(20 121
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Fig. 4. Optimized geometries of (1b) and (2b)
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Table 5. Heat of formation of (1) and {2)

heat of formation [keal ! mol]

Afa - B [keal!
a b mol]
flay 6233 {2a) 58.580 353
(1) 150.95 {2b) 138.00 12.95
(1b)
147<= (
153<( )
180 < (1b) (1a)
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). (22)
@ @
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(1b) (1a)
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6).
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Table 6. Relative rate of thermmolwsiz of {2) o give (1)
inreflmring xvlene (140 “C

compd relative rate
(2a) 1.00
2hy 0.03
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