Electronic Supplementary Material (ESI) for MedChemComm.
This journal is © The Royal Society of Chemistry 2016

Supporting Information

For

Design, Synthesis and Antimetastatic Evaluation of 1-
benzothiazolylphenylbenzotriazolesfor Photodynamic

Therapy in Oral Cancer Cells

Gopal Chandru Senadi,? Jie-Ming Liao,? Kung-Kai Kuo,® Jian-Cheng Lin,? Long-Sen Chang,¢
Jeh Jeng Wang,? Wan-Ping Hu*"

4Department of Medicinal and Applied Chemistry, Kaohsiung Medical University, Kaohsiung,
Taiwan.

bDepartment of Biotechnology, Kaohsiung Medical University, Kaohsiung, Taiwan.
‘Department of Surgery, School of Medicine, Kaohsiung Medical University, Kaohsiung,
Taiwan.

dInstitute of Biomedical Science, National Sun Yat-Sen University, Kaohsiung, Taiwan.

sl



Table of Contents

1. *H and *3C copies of compound 9a-9p $3-s34

s2



9a

apo°o

)
ppm

ot el i e

20.o0m

.5810.10

41.21

9.529.76

s3



9a

apo°o

)
ppm

ot el i e

20.o0m

.5810.10

41.21

9.529.76

s4



S

e

ppm

uuuo
——
609°T _—
526 £ 3
€96 6 = Iu
TEO" L g
Oo— 292 ¢ m
vE6°L
mmm.)
9vE" L
H¥D BI/ L
TLETL e a——
22€°'8
GEE"§ \u
EVE'§ =
b2 A
05€°§
o 53g°g
N

%
N

Yok Wy

[ LY

20.12 5.91 4,.5M.479.74

32.57

10.29.97 10Lm71S 11.52

s5



N~
=N

S

N

Oo—

9b

3
k3
524155
688° 55— i
3
2887 5¢ 3
gop” _———————
g1e ie— ;
2L87 06
97€ 66 1
066" DTT—
5797971
GET"T21 % ]
9747727 3
02s* 22T 9
TE6- 22T
hm.v.mm.nllf
065" 521
065" 921 K
£96° 92T
100" mwﬂu|
EG2°EET !
VES .nn.-llm.-__\
YT SET L\|| i
il =5
0TE THT k3
...m.
PTT 08T —
TS L5T 3
¥TE° 08T ;
mmn.uﬂU| |..m
D52 ° 891
A
E S
=
-

LA S B s

L

— T T
100

TR E L R R

T T T T Tt

ppm

20

40

60

80

120

140

160

180

s6



d

ooo" o-

BIE Ty . J
LEE"T
mmm..“|\ ' ¥
¥BLT2
:m.mu |/ == = e
2EE" 2
Hmm‘w.l...\
— —
N — “
1/ = |l_
Z = —
z —
(& ' J
. ) |._

9c

I
ppm

e
28.84

—
19.86

i e ) it
8.63 9.650.08.61

18.76 2B.5@B.B09.71

s7



9¢c

0zZ0"0- —
3
192751 5
99692 :
k-
E
b
FLEREY:
b0 .
e1e Li—
£SE°OTT
1927021\
2457 02T
0ER" ZET
s90°e21—
Ev8 72T/ 4
SETi2T— 3
Z19°821 —
z8e 921
[E0°2ET
199 £€T E
20v°SET _—
259 91— /

062 2v1 B
E65" 8T

TrrCEST

T92° 891

I e

L S TR T ) [ R R R

ppm

20

40

60

a0

100

120

140

160

180

s8



oo o=

EIE"T™\

EEE"T

BTE"E—

2SE" T

BES'T

B0B" 2™

gz

—_ e

A

e
8EE'E

Oo—

9d

292 ¢

LA ]
SE6 L

N

6L
A

E0D"®
dmu.ﬂll\

umm,gnuwlll

0ZE'@

ppm

-
31.66

-
21.99

-
3z.87

.006.480.43

bt gl by gl
14.350

21.18 21.3%.9010.747.43

s9



£20° 0~ AW
154°ST
6£6°82 M
=
£8L°55\
5ER‘ 55— 3
4
5
2a8 9L E
000" ¢
erees— E
F
085" 06 —3
i
EEE 66 g
500°TTT—\ 3
£09°877 E
ab2 021 A 3
o.:.ﬂu._w
E9T T2T—
ELERET) 3
vP6° 221 3
nmo.mmﬂw
VLT LT
o veg gzT— / 3
— v98°R2T B — —3
T94°EET 1
> sop-ser—/ =
- S
\ v0£°BET 3
/ ezt e
Z :
4 598401 —+
3
29%° 25T —%,
avs° 48T -
3067097 Iw
% £42°59T —=
AN
(/) =
E
3

T T T T Cr Tt

ppm

60

80

100

120

140

160

180

s10



gz 2

9e

]
rse T/
B0€° T =
gee 1T—"— - =
Sm..ﬂ|\
.
g ™
vescz
£08' 2 L e
zzaz—

Tret2

ppm

3z2.a7

30.69

20.78

10.00
20.68 51.34

20.63

sl11



9e

T2LtsT
186" LT —
£E6 BT
1€8° 62—
s
HERE Y
000" JF
g1e- e
vLE GOT
2817 02T §
gz i
EV0 EET ’
Te2TveT
V565217
IST 21
0iE" 21—/
052 921 / =
59g°0€T g /
029°€ET

580°SET

90v°SET
SL6°SET
v88° 9ET
682 20T
UL S il a—

E9g' 25T

EEE" 58T

L T T O o LT ST N I N T R T S TR N R . S T i . T o o T M O TR N T TR S L LA T R

140

| T B - - TR A

ppm

20

40

60

a0

100

120

160

180

s12



LEG'E

popt g-————— —_—
STE*T—, o
sgE” =
eser1—'
112°%2 - —
26L°2
LA |/| . —
0£n"2 =
mvu.nl\|
* =
Oo—
[T
[<2]

T
ppm

()
29.26

30.25

et
20.82

28.40

.oa

9.53 10.95.65
20.0R2

21.04

B il e e ]

10.00

s13



Oo—

T15£°8T

0T0*8T

Ti67B2

06L°SS

eg9-9s
uan.wN‘hE

LI B E B O

40

100

ppm

20

60

80

120

sl4

140

BIE"LL g
SPE° 06
9287071
ESZ 02T
ELET D21
BEO0'EZT
GSG"SET
BT L2T 1
mdw.nwnm
EVZ BET
EDPTOET _—
050°SET s
257 °SET
E68°SET
T66°9ET
ETE"EPT L
SrLT9v1
GO0V'25T
LESP* L5T
88E° 587

160

of

LN N LN O T N T e o TR T I o T (L e S P [N O

180



F
3C\E>:S ,N\\N ®
/>—< >*N s
N T
9g
IR
y
J b e ----——-—‘J e
[+ & & & J & & & & g% ¢ & h T I
9 8 7 4 ppm

e e
18.23 19.37 10.01
26.96 19.16 9.489

s15



27070~

2E9" B2

2887947
pon LI
mum._:l\

ZIEDTT
L02°PTT

82P'ETT
nhu.m._U/
989 027
038" 22T\

E0S"EZT
ra

EE9'EZT
hhh.MNﬂu\_
BLLPET
w:.mﬁll.\.\.
To£-621 /
avsrzeT— /
2T2°SET

: —
BLP BET

F3C S
/
N

9g

N T e T e e T TR R Y R I I |

L B e i e

1 -]

120

T T T

T L r T [T

ppm

20

a0

60

80

100

140

160

180

s16



ooep°o

1E6 E=

509°1

A

Fs;C

9h

spE E—

I
ppm

32.55

14.36
7.92

L b L
3.11
14.07

21.08 28.43
19.898

s17



e

i B BB E e B e o FRLZ R e LR O B

TE0' 0=
k.
E
E
BEL 55—
216°65— W.
283794 Mm
000° 27 5
gre 2o~ E 3
526°06 %
3
EZ¥° 66 =
256 0TT—
amu..ﬂ._l,/
BTIP ETT
hmq.:ml/
1827721 X;
8557227
LER ERT
1857221 i 3
6198 £21 =+
eS¢ e2T 3¥
mum.mNu\ _z
862" 621 E
wmm.uﬂl\\\ £
9pZ EE1 —
oO— 202 SET -
005" 6ET
ESS°BET E
Z s6 T ———— =
/1 6267 LpT 3
=z g
ZEQ" 95T
< AT AN o :
020" 197
EVE*EIT
-
(=2}
N
(72} P4

F3C

L L B B B B o

T T T T T

{1 T . T B e . T R B O L B R

ppm

20

40

60

80

100

120

140

160

180

s18



000° 0
999" T =
L
[43
212
* B2T¢L
.::.h\lfl//
IvT L
E9Z L N =
29g° 4 \l
vEEL . -
5TE° L —
= 9E8 "L
// BPE"L 5
= 296" £\ <
“Z 0862
TEE" 2
ERU:H 2 ) E— |
00 5— =
£41°0
PET' @
0gz° 8
— £0E'8
;]
n Nz
(@)

ppm

Lt L i

20.0030.69 10.65.893

31.45

9.21 10.3510.44 10.21

s19



9i

BZE S5

289°9¢ ¥
8TE" L ]
821 v0T S
05E°0T1
SE0°ITT
2050 02T\
DER 2ZT—,
Z2SE"EZ1
pe9 vz —
L65"GET
tz9 g2l -
Sl
220" 2ET
018 g1 .
- e ]
T65°9ET 3
grv aeT—"
2599101 —
9497807 =
£90°857
$£9°€97 =

R o o

L - TR - T T T O Ll [T LI B e

LI I T R G L e L

ppm

20

40

60

a0

100

120

140

160

180

s20



aaa.nll/

000 0-

vrace

TEE £

SEE°E

O—

ppm

e

17.04

3.72 10.009.00

30.98

52.66

3.48.62

s21



SpE Q- -
2
1
2
!
6TV° 55 ]
v3y°557 A 3
§55°55
£
uH
289 92 h
000°7 =S =5
mﬂn.hnlxr 3
--
6TS" 06 .
1
3
1€9°86 :
2000 80T ;
3
TILOTT
©E9°STT
6SE"9TT F3
FLER A :
E:._:y i
5217221\ >
5£5°22T
vos ezT—
066 92T —
n_ﬁ,mﬂq 3
O-_gve-eel W
9T6" 2ET
Num.mm.ﬁu\____ ¥
= 022 9ET / &
I 920" gET— ——————— 3
T IvT
N/ CTRNT S S— —3
z gEZ BET— 3
L5T 45T E
229" ¢s1—
(g5 091"
sezTeaT—— e
e—
(9] E
AN
n zZ E
3
¥
¥
3
\ 3
:
S

| i e o P e | e o (I e e oy S o i e e i Sl o o e o o e B I T S R I B N T O R e L I N S e L BT N T PR O L

ppm

20

a0

60

an

100

120

140

160

180

s22



000" o=

r52°1

E0L°T

Joo

J: -4

9k

ppm

Lt t

31.88

— i bt

40.37

31.78

3l.92

lo.o00

s23



L2 |

629762

289" uhl/.
poo*

8re i~

EBG 60T

umN.__ﬁI/
mm.h..—m.—‘/.

2ev E21
.ﬁmm:&._"r

Er8 52T

9ET 92T

ET9°52

T
GOV L2T
T1E 821 g

0£5°0ET L
ﬁhm.mm,—li\
PEETPET
¥2Z°S5ET

890°9ET -
T ZOTLET /

I

= EBO°SUT;
/N 260" VST
24E°997 —
4
(2]
n Sz

I I T e e

40

LI I e e

L

180

LB I e
f

ppm

20

60

a0

100

120

140

160

s24



N_;‘_T||\.

000 0=

EVYETET

S
/
N

N I

e y

262°2 <

21214

BT L

E82°4L

nnN.x.I/

Oo— Tz
=

[:1:]

EEZS" L

GPS° L

BIT'¥®
5289

.

9l

ppm

g

Wy

Wi

10.000.30

35.20

10.4310722
211B288.01

32.37

21.27

s25



GE0° BT

20 ppm

LEB'OE

40

D6L" 55\

£18° 56—

T
120 100

8087 L2T

1727621\
255° 0T
8v8° PET
BOG"PET
=
=
0 -
— :
9PE OpT— /
- TRELD
1/
=z 100 PST———
4 Esh L5 ——— =
2L 09T =
v9E° 981
Z0¢° 991
(2]
/ (=]
(7)) = =

O

s26



poo o=~

BEL"T

L9272

VTE €

9m

ppm

30.54

30.63

10.00

—_! iy
50.26

18.77

i

18.47

s27



9m

£20° 8T

50855

289794

JLu

0a0° &
m._"m.hkl.\.

EF0"POT

EGGE 60T

9509717,
EGT 02T

G56'E2T I/
£62 rel
E9L7GZT
IFELET—Y, = .
£92 821
05T 0ET
999°EET
£90°5ET— 1
EBE"SET— -
e9-9e1~/
069°SET
P58 59T
£18°8pT e —
vL0THST
0SL7EST

T T T T T T

ppm

20

40

60

a0

100

120

140

160

180

s28



0Lt
Tz

LTE"
BEG"
i1
brs”
190"
a90"
Eg0”
EED "
ze1°

oog-o- |L\

T00'0

(72 B —— 3

BIT 2™

e
=T
4

P !

ST
22T
ZE1
vrT”
ert
05T
vST*
134
20T
foz
1T2*
092
592
592°
£oz°
ZBE
96E"
£09°
giv°
£ey°
aps”
018"
125"
0Es”
£96"
vE6"
966"
666’
300"
900"
120"
zz0°
DED”
vEQ”
s ”
£50°
a1~
totr”

L R R R e B o - I ]

il

b

ﬂ// T e

9n

ppm

Wy Yy

.53

L

3.0%.14

51.75

-BI77

3o.01

3.814%. 0888

9.77

s29



LOD'ET

Wil

289704 /.
aao*

BIE"LL

226 BT,

BT V0T
0ES 07T N
850°8TT

£19°911

n3et021

TE6° 02T
ZEEEZT .
S5.°S2T

550°06

are’s2T

8v2Z 2T
LEVTLET

8r2 621
m:_n_m.ﬂ/

DED'SET

TGD'SET —_—
206°5ET
ZET'9ET -

BS8°9ET
mmn.mm.nl....
DEL"SYT
0/ 558 @rT

Z
/]
N/
r4

b
£

9n

89 "E9T

e I O T P o D e R

| B B e e o |

LT [ S T S N (R F N B Vo G B G G N R B i O R B SR S W [ i ) T o

20 ppm

160 140 120 100 80 60 a0

180

s30



158°1

000" 0-

CAE

F3C

90

I

1
ppm

-

(o)

et

46.27

29.95

20.23
10.0019.69

s31



F3;C

90

TETET
]
3
28979\ 3
000" LE =
8TE L4
S2E°EOT
LR \
E¥T ETT 1
BEP ETT -
LOE"D2T
565 EZT—\\
mﬂ.mmU/
008 E2T\_\
12r vel 3
69E° 92T
T25° 22T
Le8 L1/
STy 821/ F —
£98° 05T —_—
905" EET
£52°vET
952 °5€T 3
£0E- 9T
1547 LET I\
STL 59T
£96°551 11H
E
959 °691 —

L . T T

a0

T T T [T eI T L b b i kT BT T &a B d

T

T T

160

L T T R e e

ppm

20

40

60

100

120

140

180

s32



poo"o-

=

T58°'T

el o

9p

FsC

P | W

[ Te—

— s

e

b T

I
ppm

——

L

s i

46.27

20.85

20.23
10.0019.68

s33



289° 9L,
000" L=
aTE £

526° m_.._q.l,/

LOE 02T

mmm.mm:lf/,

SES EZT— Y,

PET°ET

TN

EEQ°E2T

v99°E£2T;

vog-EIT— /)

TEV PET—
GIEHET

T2s 2T/
123 A
Zu.amﬂl\.\
O— 299 0eT—

9p

FsC

7
g
919" EET—
52 PET— /
Em.mmﬂf\\ PN
gog'9eT— /  /
1500481
STL ST
£96° 85T
957" 69T

T T T

=

T

ppm

20

40

60

a0

100

120

140

160

180

s34



	SI 1
	SI 2 NMR

