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Fig. 1S. Optimized structures for synthesized compounds
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Fig. 2S. LUMO images of optimized structures









Figure 3S HOMO images of optimized structures
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[Comments])
Sample name SH 16
Comment 6/2018
User IR
Division IR
Company MAC
[ Result of Peak Picking ]
No. Position Intensity No. Position Intensity No. Position Intensity
1 3752.8 97.4128 2 3386.39 90.152 3 3265.86 92.0557
4 2926.45 92.6479 5 2374.91 94.8463 6 1597.73 87.1141
7 15660.13 87.1277 8 1502.28 86.4138 9 1311.36 89.1524
10 1249.65 87.6011 11 1175.4 89.1103 12 1086.69 90.6569
13 1028.84 90.0818 14 832133 93.5772 15  717.39 94 9346
16 597.825 93.6022 17  427.155 95.7834

42



gre" T
278 T

vmom.u
moﬂm.wmww
p-ﬂm.mk\\
19L9°2

90Th € —

9€E0S°L
8225°L
Lave L
6999°L

¥596°L
Sr86°L—>

1680°8
zZ60°8
oo:.o\

LLS9 '8

9226 01—

21b

- o
- ad
—
v 080
/56'}
3)&9
7%
- <
- 0
o
-~
~98T
Ucn.w
L o —_S6'}
n\ge'L
=450
—-
. ©
-

43



24

60182 —

8LBE"E —

S26°9

6v¥6°9
S0LO"L
wao.rW

8LOT" L
p8eEE L
mwmm.ﬁN.
8GLE"L
60G9°L
S699°L

9189°8—
T€€0° 6 —

LOTZ TT—

LO8V CT—

ol

ol

11
)

12

13

14

8

=

alaldl2

5la

s

(
4

1

44



24

PS26°9 —
6vv6°9 —

S0LO" L~_
2680° L—
8LOT " L—

POEE " L~
ELSE " L—
8GLE " L—

6069 "L —
6699 °'L—

6.8 6.7 ppm

6.9

%

7.0

71

W

7.3 7.2

7.4

-

7.7

\l

7.8

68°L

45



090.¢

95 19¢
= SE'95¢ 2
i SLeve e
- P15 3
- 81 2ee 3
3 mPvallllﬁ
. ” WHE 7}
/ . 94'50¢ g
, 1 9z 162 S5 562 g
: g
) -3 e ee——— |
3 SZ€9Z
: | -8
i VN — = -+
. wiez o —
v €612Z =
b L £811Z
- 0z —==t o
) < ) e———— 3
/ o & L0061 48064
/ o F i
2 vy LLL i
o i
- L -
. ] 3
™N 2 ws._]
L -3
CHEL
i 78
59
< L <g
(o] L [~ ]
© S E 1689
f 2 x5
2] .
1 g
@
- [5) "
—uz::.:__:._::_.__._::_::_.:._...__:_::_._::_..: TITTT o + Nmﬂv
m % % % w H m % w ﬁ o v o :_u n_v.:.s_u::o %\I __::::_::_.:__:..__:._::_::_:.__:_.__:._::_:.__:_-_:.J.:._..:_
2 B9 %888 wm\ S8388RRYBIBILIYILRL
6=

46



