RYUKOKU

UNIVERSITY

Relevant Synthesis to Manipulating Non-Planarity in Dibenzo[g,p]lchrysene:
Substitution Reactions at the Bay

N. Yoshida, R. Akasaka, T. lwasawa*

Department of Materials Chemistry, Ryukoku University, Seta, Otsu, Shiga 520-2194, Japan

HO

J L = UJ

WA GWENNG
M%O OOMe 30% H,0,

0:¢ d=0 (256 eq)

7 —tf

\ /7

%ES' S.'-OO CH,CI,/AcOH
MeO OMe \UZ2VN)

60°C, 13 h

86%

DBU
(20 eq)
CH;l
(40 eq)

o8
o

O CH,Cl,  Acetone Bre..
0°C,15 min r.t.,,17h «

OH thenr.t., 24 h

4.2 M Br,
(32 eq)

78%

~ (CH3S)2 Meli
(20eq) (Seq)
-
°C,0.5h
P then
rt.,2h

Et,O
0°C
0.5h

68%

2. Torsion angles (Crystallographic and Computational Data)
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3. Correlation between substituents (= torsion angles) and structural features.
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. Central C=C bond lengths

Torsion angle [°] C=C length[A]

HOMO/LUMO levels

Torsion angle [°] HOMO/LUMO [eV]

+ 60 1.42 60 0.0
554 1.41 54 -1.2
i 48 1.40 i 48 -2.4
i 42 1.39 i 42 -3.6
36 1.38 36 -4.8
0 1.37 0 -6.0
: SiMez H Me Br SMe SO2Me : SiMez H Me Br SMe SO:Me



