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'H NMR of Compound 7
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[ Mass Spectrum ]

gm‘ : x9-1-Ca2HISNOS Date : @2-Dec-2@13 11:37 Mass Spectrum of Compound 7
Note & -
Inlet : Direct Ion Mode : EI+
Spectrum Type : Normal Ion [EF-Linear]
RT : 1.B8 min Scan# : (22,23)
BP : mrsz 375.1184 Int. : S4.87
Qutput msz range : 347.8808 to 4B7.0808 Cut Level : B.88 x
1150881 375.11
Ted—
9@ -
B8 4
78 4
BB +
378.85
58
48 A
3e 4
22 -
18- 36823 492. 25
348.37 350.39 355.85 l I | 384,25 [
a_r-ri‘ll;rl!l.h ILL;..I..}.._._(_._[!.JL | LolLg I TV A NVIF TN B E!l.l Laa
352 355 368 365 3ra 375 388 385 35e 335 428 485
[ Elemental Composition ] Page: 1
Data : x9-1-C22H19NO5 Date 02-Dec-2013 11:37
Sample: -
Note : -
Inlet : Direct Ion Mode : EI+
RT : 1.08 min Scanit: (22,23)
Elements : C 22/0, H 19/0, N 1/0, O 5/0

Mass Tolerance
Unsaturation (U.S.) :

1000ppm,
-0.5 - 1

Observed m/z Int%

370.0477 54.2
371.0526 20.7
375.1104 100.0 -0.7 /
376.1136 25.0

Err [ppm / mmu]

Immu if m/z < 1, 3mmu if m/z > 3
00.0

U.S. Composition

-0.3 15.0 C 22 H17NOS5

S2



"H NMR of Compound 8
OH O
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300 MHz, DMSO-dg

The DMSO-dg peak
is overlapped with
furan-methyl peak.

L _M_NLJ\L A
T T T T N T T T (I 1 T
13 12 1 10 9 8 7 6 3 2 1 ppm
13C NMR of Compound 8
OH O
I @
O
/N
0 H
75 MHz, DMSO-dg
T T | T | | | | | I.
200 180 160 140 120 100 80 60 40 20 0 ppm

S3




[ Mass Spectrum ]

Data : #8-2-C23H21NOS Date : B4-Nov-2813 13:41 Mass Spectrum of Compound 8
ample: =

MNote : -

Inlet : Direct Ion Mode : EI+ OH O

Spectrum Type : Normal Ton [EF-Linearl

RT : 8.88 min Scan® : (18,19)

BP : msz 389.1261 Int. : 28.97 OMe

Qutput msz range : 361.0202 to 421.022@ Cut Level : B.B@ % O
sgl?af‘,agl 383.13

/ N
se O H
8.
78 -
BB
58—
48 -
3@
20 4
18+
it NPT doubii Lo
35;5 353 3;5 Béﬂ ' '_3é5 i 3;@ 3&5 4!02 465 4 ;?. 4 IlS 458‘
[ Elemental Composition ] Page: 1
Data : x9-2-C23H21NO5 Date : 04-Nov-2013 13:41
Sample: -
Note : -
Inlet : Direct Ton Mode : EI+
RT : 0.88 min Scan#: (18,19)
Elements : C 23/0, H 21/0, N 1/0, O 5/0
Mass Tolerance : 1000ppm, lmmu if m/z < 1, 3mmu if m/z > 3

Unsaturation (U.S.) : -0.5 - 100.0

Observed m/z Int% Err([ppm / mmu] U.S. Composition
389.1261 100.0 -0.6 / -0.2 15.0 C23 H19 NOS

390.1309 25.8

S4



H NMR of Compound 9
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o} / ”/O/ The DMSO-dg peak

is overlapped with
furan-methyl peak.
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[ Mass Spectrum ]

g:x]e: X9-3-C23H2 1105 Date : B4-Nov-2@13 14:@1 Mass Spectrum of Compound 9
MNote : -
IS;L::N:MD"I';::‘: MNormal Ion EEF—ngar;m‘ Mose = E OH O
RT : 1.88 min Scant : (22,23)
Eicéufvixaﬁa']ags- 2619000 1o 421 6000 Cut Level : .88
52]65%3_] ge : . . ut Level : B. A 385.13 OO OOMe
3p o / N/O/
o H
88 -
70+
68 -
se—
4@ -
8 -
28 -
18
o 364.41, I:3ss.4a i:3:'5.95 | . ' | | _ o
.5 7@ 375 200 385 3se 385 aze 425 4o 415 428
[ Elemental Composition ] Page: 1
Data : x9-3-C23H21NO5 Date : 04-Nov-2013 14:01
Sample: -
Note : -
Inlet : Direct Ion Mode : EI+
RT : 1.08 min Scan#: (22,23)
Elements : C 23/0, H 21/0, N 1/0, O 5/0

Mass Tolerance
Unsaturation (U.S.) -0.5 - 100.0
Err [ppm / wmu]

Observed m/z Int%
+0.4 / +0.2

389.1265 100.0

390.1313 24.8

U.s.
15.0

S6

Composition
C23 H19 NO S

1000ppm, 1lmmu if m/z < 1, 2mmu if m/z > 2



'H NMR of Compound 10
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Mass Spectrum of Compound 10

[ Mass Spectrum ]

gata1 1 x9-4-C23H2 INOE Date : B4-Nov-2B13 14:88 OH O
Note : -
Inlet : Direct Ion Mode : EI+
Spectrum Type : Normal Ion (EF-Linear] OO O(gﬁe
RT : 1.58 min Scan# : (32,337
BP : mrz 430.8705 nt. .
Output msz range : 37?1;2;@ to 3;??;@ Cut Level : B.B@ X OMe
1388533 / N 430,87
166 — O
H
98
80 - 4@s.12
78
&8
58
48 4
32 -
28 420.86
339.85
19 - sr.gp 990 l
373.18 5 ] l 428.13
B—.‘—'l, ll_lLl‘ hl. ’ _—— l‘]_.‘._ | | ll.‘*‘l",“' . L. .Il,‘
380 385 350 385 ave 4@s 418 415 42@ 425 43@ 43
[ Elemental Composition ] Page: 1
Data : x9-4-C23H21NO6 Date : 04-Nov-2013 14:06
Sample: -
Note : -
Inlet : Direct Ion Mode : EI+
RT : 1.58 min Scan#: (32,33)
Elements : C 23/0, H 21/0, N 1/0, O 6/0
Mass Tolerance : 1000ppm, lmmu if m/z < 1, 3mmu if m/z > 3

Unsaturation (U.S.) : -0.5 - 100.0

Observed m/z Int% Err([ppm / mmu] U.S. Composition
399.0516 10.7

400.0596 16.6
405.1215 76.6 +0.5 / +0.2 15.0 C23 H19 NO &6
406.1235 19.5
430.0706 100.0
431.0744 31.4

432.0840 23.4

S8



"H NMR of Compound 11
OH O

O&/Ie
H@Bf

300 MHz, DMSO-dg

L N
I T I b | I T" 1 I I | I ”‘
13 12 11 10 9 8 7 6 3 2 ppm
13C NMR of Compound 11
OH O
oy
O
N
0 H
75 MHz, DMSO-dg
| T | I T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

S9



[ Mass Spectrum ]

Mass Spectrum of Compound 11

Data : x9-5-C22H18BrMNOS Date : B4-Nov-2813 14:13
Sample: =
?ﬁ::t::-ﬂare:t Ion Mode : EI+ OH O
Spectrum Type : Normal Ion [EF-Linear]
RT : 1.53 min Scand : (31,323
EP : msz 455.@211 Int. : 39.97 OO OMe
OQutput msz range : 425.8002 to 485.2220 Cut Level : B.88 % O
BEISE?GE—B 453._92 455.82 Br
/ N
39 - o H
B@ <
78+
5@
58—
48
38+
28
18+
425.20
BJLL.J‘MHLA[I]‘_]F& 58 SUTIIUIVI I E TOVEVOU B W W ) L T B . s bl 1’4?.2.5.8 .
425 438 435 448 445 qsrta 455 4&2 4é5 4;‘2 4;5 452 4é‘3
m/z
[ Elemental Composition ] Page: 1
Data : x9-5-C22H18BrNOS5 Date : 04-Nov-2013 14:13
Sample: -
Note : -
Inlet : Direct Ion Mode : EI+
RT : 1.53 min Scan#: (31,32)
Elements ¢ 22/0, H 18/0, Br 1/0, N 1/0, O 5/0
Mass Tolerance : lmmu
Unsaturation (U.S.) -0.5 - 100.0
Observed m/z Int%  Err([ppm / mmu] U.S. Composition
453.0214 99.3 +0.4 / +0.2 15.0 C 22 H 16 Br NO 5
454,0277 25.2
455.0211 100.0
456.0230 23.9

S10



"H NMR of Compound 12
OH O

OO 7
/
0 ﬁ/p

300 MHz, DMSO-dg

13C NMR of Compound 12

OH O

OO o
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cl
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[ Mass Spectrum ]

Data : x9-6-C22H2ZBCINCS

Sample: -

Note : -

Inlet : Direct

Spectrum Type :

RT : 1.88 min

BP : msz 489.8718

Qutput m’z range :
39I3441

Date : B4-Nov-2813 14:18

lon Mode : EI+
Normal Ion [EF-Linear]
Scand : (22,23)
Int. : 1B.76

3E3.8008 to 443.0220 Cut Level

98 4

B8

78

6@ 4

58

4@ -

3@+

28 o

: B.88 %

489.87

Mass Spectrum of Compound 12

OH O

OMe
e
/N
o H
cl

427.87

441.86

[ Elemental Composition ]
Data : x9-6-C22H20C1NOS
Sample: -

Note : -

Inlet : Direct

RT : 1.08 min

Elements
Mass Tolerance
Unsaturation (U.S.)

Observed m/z Int%

409.0716 100.0 -0.3 /
410.0745 26,0
411.0692 35.3

T
485

Err [ppm / wmmu]
-0.1

T
418

Date

Ion Mode

Scandf:

U.s.
15.0

S12

T T T
415 428 425 438

: 04-Nov-2013 14:18

EI+
(22, 23)

c 22/0, H 20/0, Cl 1/0, N 1/0, O 5/0
1000ppm, lmmu if m/z < 1, 3mmu if m/z > 3
-0.5 - 100.0

Composition
C22H16 CLNOS

T T
435 448

Page: 1



"H NMR of Compound 13

OH O
g
O
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300 MHz, DMSO-dg

Ll bl i }
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[ Mass Spectrum ]

Data : x9-7-C22HI1BCINOS Date : Bd4-Nov=2813 14:22
le: -
Sample: Mass Spectrum of Compound 13
Inlet : Direct Ion Mode : EI+
Spectrum Type : Normal Ion [EF-Linear] OH O
RT : 2.93 min Scan® : (19,28)

BPF : msz 483.8717 Int. : I19.6B
Outpu z range : . o . ut Level : @. 4
til?ear; ge : 381.8802 to 441.2080 Cut Level : 8.28 % w2507 OO OOMe
180
| ) /@/u
9@ o) H
BE A
78
E8 4
58—
42
38
28 4
18
399.85
381,84 393,43 ‘ 421.47 435.48
Q_I |.r.T_'_n‘_._'..T!I_n‘l'lrnlr ‘.l.hl.,u‘xlju ! L P Ii.llll-lln ’ y i hlln :
385 358 335 ‘IéEI 483 418 415 428 423 438 435 448
mSz
[ Elemental Composition ] Page: 1
Data : x9-7-C22H18C1NO5 Date : 04-Nov-2013 14:22
Sample: -
Note : -
Inlet : Direct Ton Mode : EI+
RT : 0.93 min Scan#: (19,20)
Elements : C 22/0, H 18/0, Cl1 1/0, N 1/0, O 5/0
Mass Tolerance : 1000ppm, lmmu if m/z < 1, 3mmu if m/z > 3

Unsaturation (U.S.) : -0.5 - 100.0

Observed m/z Int% Err[ppm / mmu] U.S. Composition
409.0717 100.0 +0.0 / +0.0 15.0 C22H 16 CI1NO S

410.0747 24 .4

411.0691 34.2

S14



H NMR of Compound 14

OH O

g
@)

300 MHz, CDCl; + DMSO-dg

The DMSO-dg peak
is overlapped with
furan-methyl peak.

13

12

11

10 9 8 7

6 1 ppm

13C NMR of Compound 14

OH O

L
@)
/ N

D

75 MHz, CDCl; + DMSO-dg
| T T | I I | I [ I I
200 180 160 140 120 100 80 60 40 20 0 ppm
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[ Mass Spectrum 1]

Data : x9-8-C23121N05 Date : B4-Nov-2013 14:26 Mass Spectrum of Compound 14
ample: =
ﬁtl:t::uﬂlrect Ion Mode : EI+ OH O
Spectrum Type : Normal Ion [EF-Linearl
RT : 1.33 min Scan# : (27,28)
BP : mez 389.1262 Int. : 46.12 OO OMe
Output msz range : 351.8883 to 421.00808 Cut Level : 8.83 % O
967253 3859.13
88—
/
O N
B2 -
78 4
=
S8+
42
38 4
28 4
12+ 370.85
{ 361.33 4@3.43 417.44
B_llxll‘l lilll I.—',“—l‘l“l“l‘l, . ILll : a.luﬁl’lluul. , il.l'l‘ll
365 3ve 375 388 385 358 355 4£w 485 418 415 428
[ Elemental Composition ] Page: 1
Data : x9-8-C23H21NOS5 Date 04-Nov-2013 14:26
Sample: -
Note : -
Inlet : Direct Ion Mode : EI+
RT : 1.33 min Scan#: (27,28)
Elements : C 23/0, H 21/0, N 1/0, O 5/0

Mass Tolerance
Unsaturation (U.S.)

Observed m/z Int%
389.1262 100.0 -0.4 /

390.1306 26.3

Err [ppm / mmu]
-0.2

U.s.

1000ppm, lumu if m/z < 1, 3mmu if m/z > 3
-0.5 - 100.0

Composition

15.0 C23 H19 NO S5

S16



'H NMR of Compound 15

OH O
DOg:
o ﬁ/@

300 MHz, DMSO-dg

13 12 1 10 9 8 7 6 5 4 3 2 1 ppm

13C NMR of Compound 15

OH O
og:
o4 ﬁ@

75 MHz, DMSO-dg

T T T T T T N . T i T T T
200 180 160 140 120 100 80 60 40 20 0 ppm

S17



[ Mass Spectrum ]

Mass Spectrum of Compound 15

Data : x9-5-C27H2INOS Date : B4-Nov-2813 14:31
Sample: -
Note : -
Inlet : Direct Ion Mode : EI+ OH O
Spectrum Type : Normal Ion [EF-Linear]
RT : 1.28 min Scan# : (22,23) (0)
P mez 437.1266 Int. : 15.47 cgﬂfe
Qutput msz range : 485.0088 to 469.2202 Cut Level : B.B8 %
324427 437.13
182 —
o4 N
38 H
21 Q
70
608 -
58—
48
30
28 4
18 +
415.43 428,45 421.47 435.439 449,51 483.52
2 111...11|111 y N - .l-" > PP . . e .‘.‘1
418 415 428 425 438 435 448 445 458 455 468 465
meE
[ Elemental Composition ] Page: 1

Data : xX9-9-C27H21NO5
Sample: -

Note : -

Inlet : Direct

RT : 1.08 min

Elements
Mass Tolerance
Unsaturation (U.S.)

Observed m/z Int%

437.1266 100.0 +0.7 /

438.1314 30.4

Err [ppm / mmu]
+0.3 19.0 C27H 19 NOS

Date : 04-Nov-2013 14:31

Ion Mode : EI+
Scanit: (22,23)

¢ 27/0, H 21/0, N 1/0, 0 5/0
1000ppm, 1lmmu if m/z < 1, 2mmu if m/z > 2
-0.5 - 100.0

U.S. Composition

S18



1H NMR of Compound 16
OH O

O(g’h
! 5/ u@

300 MHz, DMSO-dg

11 10 9 8 7 6 5 4 3 2 1 ppm

13C NMR of Compound 16
OH O

O(g’h
! 5/ u@

75 MHz, DMSO-dg

T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
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[ Mass Spectrum ]

Deta : x3-1B-C27H2INOS Date : @4-Nov-2013 14:36 Mass Spectrum of Compound 16
Sample: -

Note : -

Inl:t : Direct Ion Mode : EI+ OH o

Spectrum Type : Normal Ion [EF-Linear]

RT =

1.28 min Scan® : (26,27)
P : m/z 437.1261 Int. : 23.75 Ogh
Cutput msz range : 4089.08082 to 469.2000 Cut Level : 8.88 %
438018 437.13 /@

/ N
. 0 H
8@+
78
B8 o
58—
48
38+
20 o
18
413,41 1794 2.7, LA
[~ ,A S Y. N, Y. PPN N 1NN SN S i
418 415 428 425 438 435 448 445 458 435 468 465
[ Elemental Composition ] Page: 1
Data : x9-10-C27H21NOS5 Date : 04-Nov-2013 14:36
Sample: -
Note : -
Inlet : Direct Ion Mode : EI+
RT : 1.28 min Scanif: (26,27)
Elements : C 27/0, H 21/0, N 1/0, O 5/0
Mass Tolerance : 1000ppm, lmmu if m/z < 1, 3mmu if m/z > 3
Unsaturation (U.S.) : -0.5 - 100.0
Observed m/z Int% Err[ppm / mmu] U.S. Composition
437.1261 100.0 -0.4 / -0.2 19.0 C27H 19 NO S5

438.1299 30.9

S20



1H NMR of Compound 17
OH O

o
0 ﬁ/Q

300 MHz, DMSO-dg

1

10

L

9 8 7 6 S

13C NMR of Compound 17
OH O

o
o4 ﬁ@

75 MHz, DMSO-dg

i

4 3 2 1

ppm

|
200

T T | | T
180 160 140 120 100 80

S21

60 40 20
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[ Mass Spectrum ]

Data : x3-11-C2BHE3INOS Date : B4-Mov-2B13 14:43

Sample: -

Note : =

Inlet : Direct Ion Mode : EI+

Spectrum Type : Mormal Ion [EF-Linear]

RT : 1.13 min Scant : (23,24)

BP : msz 451.1417 Int. : 43.71

Output m<z range : 423.808@ to 483.8808 Cut Level : B.8@ %
916751

188

98
B8
784
68 -
52|
48
3@

28

433,48 441.12
i

451.14

Mass Spectrum of Compound 17

OH O

OO Qph

o

4B3.52

N
H

T T T T T
425 43 435 448 445

[ Elemental Composition ]
Data : x9-11-C28H23NO5
Sample: -

Note : -

Inlet : Direct

RT : 1.13 min

- T
458

Date

T —t—p—— T
455 468 485

04-Nov-2013 14:43

Ion Mode : EI+

Scan#:

Elements : C 28/0, H 23/0, N 1/0, O 5/0

Mass Tolerance
Unsaturation (U.S.) : -0.5 - 100.0

Observed m/z Int% Err[ppm / mmul]
451.1417 100.0 -0.6 / -0.2

452.1462 31.3

U.S.
19.0

S22

(23,24)

Composition
C28 H21 NOS

T
478

1000ppm, 1lmmu if m/z < 1, 3mmu if m/z > 3

e
475

Page:

T
488

1

mez



'H NMR of Compound 18
OH O

O(g’h
! 5/ ”U

300 MHz, DMSO-dg

13 12 11 10 9 8 7 6 5 4 3 2 1 ppm

13C NMR of Compound 18

OH O

O(J):’h
! 5/ u@

75 MHz, DMSO-dg

AT

| T T T T 1
200 180 160 140 120 100 80 60 40 20 0 ppm

S23



[ Mass Spectrum ]
Data : x8-12-C2EH23NCS Date : B4-Nov-2@13 14:46

Sample: - Mass Spectrum of Compound 18
Note : -

Inl:t : Direct Ion Mode : EI+

Spectrum Type : Mormal Ion [EF-Linear] OH O

RT : 1.63 min Scan# : (33,34)

BP : msz 451.1422 Int. : 24.4]1
Qutput mz range : 423.808@ to 463.8202 Cut Level : B.8@ x OPh
51@%“ 451.14 5

99 4 / N/®/
0 H
B@ |
78
B8 4
58—
4@ -
38 4
28 -
18
fEQ.IB 1435.45 ’441.12 453.14‘ l ’463.52 477.52
R bt s — bt — . a— D S
425 438 435 448 445 458 455 468 4E5 478 475 488
msz
[ Elemental Composition ] Page: 1
Data : x9-12-C28H23NO5 Date : 04-Nov-2013 14:46
Sample: -
Note : -
Inlet : Direct Ion Mode : EI+
RT : 1.63 min Scandt: (33,34)
Elements : C 28/0, H 23/0, N 1/0, O 5/0 .
Mass Tolerance : 1000ppm, lmmu if m/z < 1, 3mmu if m/z > 3

Unsaturation (U.S.) : -0.5 - 100.0

Observed m/z Int% Err[ppm / mmul] U.S. Composition
451.1422 100.0 +0.5 / +0.2 19.0 C28H21 NOS5

452.1457 31.5

S24



'H NMR of Compound 19
OH O

COCE
/®/OMe
o ﬁ

300 MHz, DMSO-dg

11 10 9 8 7 6 5 4 3 2 1 ppm

13C NMR of Compound 19
OH O

COCE
/@/OMe
o4 N

75 MHz, DMSO-dg

—

200

— . —T

T T " T ' . T
180 160 140 120 100 80 60 40 20 0 ppm
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[ Mass Spectrum ]
Data : x9-13-C2BH23NCE Date :
Sample: =
Note : -
Inlet : Direct
Spectrum Type : Normal Ion [EF-Linear]
RT : 1.38 min Scan# : (28,29)
BPF : msz 483.1311 Int. : B1.55
Qutput mz range : 439.8088 to 493.0202
Laslaa%ss

B4-MNow-2813 14:51

Ion Mode : EI+

Cut Level : 8.88 %

EER
88
78 4
E@ ~
524 453.28
4@

38

28
457.11

18
1439.12
e |

Mass Spectrum of Compound 19

OH O

OOy
/@/OMe
0 / ”

483.13

457, 14

T T T T
448 445 458 455 468 465

[ Elemental Composition ]
Data : x9-13-C28H23NO6
Sample: -

Note : -

Inlet : Direct

RT : 1.38 min

Elements :
Mass Tolerance
Unsaturation (U.S.) -0.5 - 100.0
Observed m/z Int%¥ Err([ppm / mmu]
457.1142 14.7

463.0780 46.1

464.0827 14.8

1Y

467.1366 27.
483.1311 100.0

484.1335 31.0

-0.6 / -0.3

T T T T
478 475 488 485 458

Date 04-Nov-2013 14:51

Ion Mode : EI+
Scan$: (28,29)

C 28/0, H 23/0, N 1/0, O 6/0
1000ppm, lmmu if m/z < 1, 3mmu if m/z > 3

U.S. Composition

19.0 C28H21 NO &6

S26

T
435

Page:

1



1H NMR of Compound 20

OH O
Oy
04 N

Cl
300 MHz, DMSO-dg

) ;e LLMU’L L

11 10 9 8 7 6 5 4 3 2 1 ppm

13C NMR of Compound 20
OH O

OO oph
o1

75 MHz, DMSO-dg

T ) T T T T " T

. T T
200 180 160 140 120 100 80 60 40 20 0 ppm
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[ Mass Spectrum ]

585

gata[ : x9-14-C27H22CINOS Date : B4-Nov-2813 14:56 Mass Spectrum of Compound 20
ample: -
MNote : -
EIE T e o et OH O
VL I il o
Output mrz range : 443.8000 to SES.0e00 Cut Level : 8.80 % OO Ogh
472152 471.83
188
/N
L] 0] H
82 - Cl
70 -
E@
58—
40 -
38 -
28
18 5
481.87
448,50 i ) 477.53 491,55
o 4‘;5 4%3' ) 4%5 4éB 4&5 4?I'la 4;5 Qéa o 4_8[51 4;@1— o 4é5l ) séa 2
[ Elemental Composition ] Page: 1
Data : x9-14-C27H22C1NO5 Date : 04-Nov-2013 14:56
Sample: -
Note : -
Inlet : Direct Ion Mode : EI+
RT : 1.18 min Scan#: (24,25)
Elements : C 27/0, H 22/0, C1 1/0, N 1/0, O 5/0

Mass Tolerance
Unsaturation (U.S.)

Observed m/z Int%

471.0873 100.0 -0.1 /
472.0923 29.7
473.0851 35.6
474,0884 10.0

Exrr [ppm / mmul

: 1000ppm, lmmu if m/z < 1, 2mmu if m/z > 2
-0.5 - 100.0

U.s.
19.0

Composition

-0.1 C27H 18 C1 NO S5

S28



1H NMR of Compound 21
OH O

(g
0
S¥ve
N
0 H

300 MHz, DMSO-dg

1 10 9 8 7 6 5 4 3 2 1 ppm

13C NMR of Compound 21

OH O
Oy
O
/ @0'
N
0 H

75 MHz, DMSO-dg

T T

T T T T T |
200 180 160 140 120 100 80 60 40 20 0 ppm
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[ Mass Spectrum ]

Data : x39-15-C27H2BCINOS Date : Bd-Nov-2@13 15:81

Mass Spectrum of Compound 21

Sample: -
MNote @ -
Inlet : Direct Ion Mode : EI+
-ttt T ot il St OH O
zt:u‘r'.‘/;/:?lfza' 443 S;B t; ggﬁ?!ﬁﬂ Cut Li 1 : 2.2 X
e ' o Level 0.0 % P, OO Qph
18@
Er) / /@/Cﬂ
BB
72
B8 -
58—
48 -
38 4
28 4
le _461.8?
o l L. N L SBZ..BB
4*;5 4%8 4%5 48‘2 465 4;3 455 43‘2 465 4éﬂ 49‘5 Slﬁ. ) ;
[ Elemental Composition ] Page: 1
Data : x9-15-C27H20C1NO5 Date 04-Nov-2013 15:01
Sample: -
Note : -
Inlet : Direct Ion Mode : EI+
RT : 1.83 min Scan#: (37,38)
Elements : C 27/0, H 20/0, C1 1/0, N 1/0, O 5/0

Mass Tolerance
Unsaturation (U.S.)

Observed m/z Int%

471.0872 100.0 -0.3 /
472.0909 31.9
473.0858 38.2
474.0878 10.4

Err [ppm / mmu]

U.S.

Composition

1000ppm, 1lmmu if m/z < 1, 3mmu if m/z > 3
-0.5 - 100.0

19.0 C27H 18 C1 NO S5

S30



1H NMR of Compound 22
OH O

“
O/ H
|

300 MHz, DMSO-dg

Y-

A
| - . | R T T I
1 10 9 8 7 6 5 4 3 2 ppm
13C NMR of Compound 22
OH O
2egi
D
75 MHz, DMSO-dq
| NI |-
T T T | I 1 ) I T T
200 180 160 140 120 100 80 60 40 20 ppm
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BP : msz 441.1217 Int.
Qutput mz range :

[ Mass Spectrum ]

Data : X9-15-C2BH2INCS Date : 28-Nov-2813 13:56
Sample: -

Note : -
Inlet :
Spectrum Type :

Direct Ion Mode : EI+
Mormal Ion [EF-Linear]
Scan® : (34,35)
: 17.38
421.8988 o 481.2220

: 1.68 min

Cut Level : B.B2 %

Sl 441.12
9@
88 -
78 -
6@ o
58
4B -
38 -

28

422,15 431.13

Mass Spectrum of Compound 22

OH O

451.14

467,14

BuLLA.;. [V VTV RV TR P
v T T T L}
425 430 435 44 445

[ Elemental Composition ]
Data : X9-16-C28H21NO5
Sample: -

Note : -

Inlet : Direct

RT : 1.68 min

Elements :
Mass Tolerance
Unsaturation (U.S.) -0.5 - 100.0
Observed m/z Int% Err[ppm / mmul
441 ,1217 100.0

442.1251 29.7
-0.1/ -0.1

451.1419 20.5

I_J..I...uLL}i_..‘u '_Ll N

458

Date

Ton Mode

Scant:

C 28/0, H 21/0, N 1/0, O 5/0 .
: 1000ppm, lmmu if m/z < 1, 3mmu if m/z > 3

U.s.

19.0

S32

l.luLli. A.Lm

T
455 468 465

29-Nov-2013 13:56

: EI+
(34,35)

Composition

C28 H21 NO S5

T
478

475

Page:

488
mez



'H NMR of Compound 23
OH O

O@h
/ u@
a

300 MHz, DMSO-dg

D

16 15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0

13C NMR of Compound 23
OH O

O(S"h
/ H@
a

75 MHz, DMSO-dg

,,"“.P.JWJIWIPUHj | 11— o

1 I T T

T T T T T T
200 180 160 140 120 100 80 60 40 20

S33
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[ Mass Spectrum ]

Mass Spectrum of Compound 23

Daul ' x89=17-C32H2 INCS Date : 25-Nov-2B13 15:E2
e - OH O
Inlet : Direct Ion Mode : EI+
A St g OO oph
BPF : msz 499.1422 Int. : 19.35
Qutput mrz range : 465.800@ to 529.0802 Cut Level : B.8@ %
425874 483.14 ) /lc:i>
98
O
78
BB o
58
48
38
28
18 -
:1?1.15 484,14 ’SIS.H
a_J\_ILLLn_ o ILLLLLIL , T 1L LIL]. Lll..n\l[l I
478 475 488 485 438 495 Slw s5a5 518 51‘5 52 52‘5
[ Elemental Composition ] Page: 1
Data : x9-17-C32H21NOS5 Date 29-Nov-2013 15:02
Sample: -
Note : -
Inlet : Direct Ion Mode : EI+
RT : 1.53 min Scan#: (31,32)
Elements : C 32/0, H 21/0, N 1/0, O 5/0

Mass Tolerance
Unsaturation (U.S.)

Observed m/z Int$%
499,1422 100.0

500.1451 39.2

100.0

Err [ppm / mmu]
+0.5 /

+0.3

U.S. Composition
23.0 C32H21 NO S5

S34

1000ppm, lmmu if m/z < 1, 3mmu if m/z > 3
-0.5 -



-IH NMR of Compound 26

OH
L ¢
o) / H@

600 MHz, DMSO-dg

12 11 10 9 8 7 E 5 3 3 2 1 ppm

13C NMR of Compound 26

OH
SO\
04 ﬁ@

75 MHz, DMSO-dg

T I I I | N I T
200 180 160 140 120 100 80 60 40 20 0 ppm
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[ Mass Spectrum ]

g:;:]e: tS-IB—CEB—HSNﬂB Date : 29=Mow=-2813 15:87 MaSS Spectrum Of Compound 26
Note : =
é::::r;mn':';:zt: MNormal Ion [EF-Lunzer§on Fode + EIv OH
RT : 1.78 min Scand : (36,37)
BP : mrz 317.185] Int. : 25.46
OQutput msz range : 284.1217 to 346.4659 Cut Level : 8.88
585825 OO (@)
188 — 317.11 / /@
N
© H
=15 ]
8B 4
72
EB
5o 4 296.26 33108
4B
315.28
28 i
) 295.34 [ L l "
B_UJULL ILLLLLLLLH?ALLLLI A .ll'll_h,{lnlMLLLLLL
295 3ea 3es 318 315 3z 32‘5 3éa 335 348 345
[ Elemental Composition ] Page: 1
Data : x9-18-C20H15NO3 Date : 29-Nov-2013 15:07
Sample: -
Note : -
Inlet : Direct Ton Mode : EI+
RT : 1.78 min Secantt: (36,37)
Elements : C 20/0, H 15/0, N 1/0, O 3/0
Mass Tolerance : 1000ppm, 1lmmu if m/z < 1, 3mmu if m/z > 3
Unsaturation (U.S.) : -0.5 - 100.0

Observed m/z Int% Err[ppm / mmu] U.S. Composition
298.0647 50.0 +5.6 / +1.7 16.0 C 20 H 10 O 3

299.0710 16.7 +0.7 / +0.2 15.5 C20H 11 0 3
300.0789 18.0 +0.9 / +0.3 15.0 C20H 12 O 3
315.0909 21.2 +4.1 / +1.3 15.0 C20H 13 N O 3

316.0889 12.8
317.1051 100.0 -0.3 / -0.1 14.0 C20H15 N O 3
318.1070 31.2
331.0870 49.1
332.0888 16.5
333.1033 43.3
334.1174 15.3

337.0868 25.5

S36



IH NMR of Compound 27
OH O

OMe
O

o/ H/@

300 MHz, CDCl3

11 10 8 7 6 5 4 ppm
13C NMR of Compound 27
OH O
OMe
O
/ N/@
O H
75 MHz, CDCl;
T T T - T T T T T T
200 180 160 140 120 100 80 60 20 ppm
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[ Mass Spectrum 1

Data : X9-13-CI1BHI5NOS
Sample: -

Note : -
Inlet :

Date : 29-Now-2@13 15:1

Ien Mode : EI+
Spectrum Type : Mormal Ion [EF-Linear]
RT : B.58 min Scan% ; (12,13)
BP : mrz 325.B952 Int. : 5@.8@
Output mz range : 295.8088 to 355.E020
1865349
188

Direct

Cut Level :

98

88

78

BB

58—

48

38+

28 4

3@8.34

295.88

4

2.08 x

Mass Spectrum of Compound 27
OH O

OMe

325.18 O

)

R - —

|
235 Kl 5] 3es

[ Elemental Composition ]
Data : X9-19-C1l8H15NO5
Sample: -

Note : -

Inlet : Direct

RT : 0.58 min

Elements
Mass Tolerance
Unsaturation (U.S.)

Observed m/z Int%

325.0952 100.0 +0.4 /

326.0996 20.2

Tt
318 315

Err [ppm / mmu]
+0.1

T
328

Date

Ion Mode
Scan#:
C¢ 18/0, H 15/0, N 1/0, O 5/0
1000ppm, lmmu if m/z < 1, 3mmu if m/z > 3
-0.5 - 100.0

U.S.
12.0 C 18 H15 NO 5

T - T T T
323 33e 335 348 345

29-Nov-2013 15:14

EI+
(12,13)

Composition

S38

T
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Page: 1
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'H NMR of Compound 28

OH O
OMe
0
/! N
O H

300 MHz, DMSO-dg

13C NMR of Compound 28

OMe
@)
@%@

75 MHz, DMSO-dg

ppPm

‘Ill‘ 1” H| ] ‘ A

T I I |
200 180 160 140 120 100 80 60 40
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[ Mass Spectrum ]

Date + x9-43-CISHIZNOS Date : 29-Nov-2813 16:37 Mass Spectrum of Compound 28
T:‘I,-:t::_]:l\re:t Ion Mode : EI+ OH O
Spectrum Type : Normal Ion [EF-Linear]
RT : B.58 min Scand : (12,13)
BP : msz 339.1186 Int. : 52.77 OMe
Output mez range : 389.880@ to 359.2802 Cut Level : 8.88 % (@)
1188748 338.11
188 =
/
0o N
BB 4
784
B8
58+
4@ 4
3@+
28 <
18+
3es.es 334.87
a_l’ T T T T T T [ T 1 I—' T T 1 T L T
e 315 3z2a 325 338 335 348 345 3se 355 368 365
[ Elemental Composition ] Page:
Data : x9-43-C1l9H17NO5 Date : 29-Nov-2013 16:37
Sample: -
Note : -
Inlet : Direct Ton Mode : EI+
RT : 0.58 min Scanit: (12,13)
Elements : C 19/0, H 17/0, N 1/0, O 5/0
Mass Tolerance : 1000ppm, lmmu if m/z < 1, 3mmu if m/z > 3
Unsaturation (U.S.) : -0.5 - 100.0
Observed m/z Int% Err[ppm / mmu] U.S. Composition
339.1106 100.0 -0.3 / -0.1 12.0 C 19 H17NOGS

340.1144 21.4

S40



'H NMR of Compound 29
OH O

OMe

O
o4 H/O/

300 MHz, CDCl,

ppm

7 6 5 4 3 2
13C NMR of Compound 29
OH O
OMe
O
O
O H
75 MHz, CDCl3
I hl‘ = I : I I I - I I 1 I I
200 180 160 140 120 100 80 60 40 20 0 ppm
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[ Mass Spectrum ]
Data : x9-20-CISHIZNOS Date : 23-Nov-2@13 15:17 Mass Spectrum of Compound 29
ample: -

Mote : =
Inlet : Direct Ion Mode : EI+ OH O

Spectrum Type : Normal Ion [EF-Linear]

RT : 8.53 min Scan® : (11,12)

BP : msz 339.1104 Int. : 63.85 OMe
Output m/z range : 329.8800 to 359.0000 Cut Level : 8.80 % [@)

1338331 338.11
182
/ N/O/
0 N

98
88
7@
6@
se
40
38 4

2@ -

309.18 334.07 341.12

4.4
ek | L | 364.48

T T T T T T T N M N L} L) T Ll T . T
318 315 2@ 325 338 335 348 345 3se 355 368 365

[ Elemental Composition ] Page: 1
Data : x9-20-C1l9H17NO5 Date : 29-Nov-2013 15:17

Sample: -

Note : -

Inlet : Direct Ion Mode : EI+

RT : 0.53 min Scanf#: (11,12)

Elements : C 19/0, H 17/0, N 1/0, O 5/0

Mass Tolerance : 1000ppm, 1lmmu if m/z < 1, 3mmu if m/z > 3
Unsaturation (U.S.) : -0.5 - 100.0

Observed m/z Int% Err([ppm / mmu] U.S. Composition
339.1104 100.0 -0.9 / -0.3 12.0 C19H17NOS5

340.1144 21.4
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'H NMR of Compound 30
OH O

OMe
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) @OMG
N
O H

300 MHz, CDCl,

J_ JQM U \

11 10 9 8 7 6 5 4 3 2 1 ppm

13C NMR of Compound 30
OH O

OMe
@)

) /®/0Me
N
o H

75 MHz, CDCl;

M

T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
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[ Mass Spectrum ]

Data : =8-21-CISHI?NDS Date : 29-Now-2@13 15:28 Mass Spectrum of Compound 30
Sample: -
MNote @ -
Inlet : Direc n H
Spel:tl'um 'I'ypet: Mormal Ion [EF—Lme&r%n ode ¢ £ OH O
RT : 8.73 min Scan# : (15,16}
B : msz 355.1@56 Int. : SB.18
Output msz range : 325.808@ to 385.8000 Cut Level : B.88 % O&/Ie
1178214 355.11
188 —
. ) /@/OMe
9@ N
© H
88 +
70 -
B8 =~
58—
4B -
3.+
20 -
19
1250 334,07
B—;; : ™ T I"u“"l'_1 T T T raSi.as + krl“rrlr'I T T T =
325 13@ 335 348 345 kL) 355 368 385 378 375 388 385
msz
[ Elemental Composition ] Page: 1
Data : x9-21-C19H17NO6 Date : 29-Nov-2013 15:20
Sample: -
Note : -
Inlet : Direct Ton Mode : EI+
RT : 0.73 min Scan#f: (15,16)

Elements : C 19/0, H 17/0, N 1/0, O 6/0
Mass Tolerance 1000ppm, 1lmmu if m/z < 1, 3mmu if m/z > 3
Unsaturation (U.S.) -0.5 - 100.0

Observed m/z Int% Err(ppm / mmu] U.S. Composgition
355.1056 100.0 +0.1 / +0.0 12.0 C19 H17NO 6

356.1096 21.5
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"H NMR of Compound 31
OH O

O(%/Ie
/Q/Br
o4 N

300 MHz, DMSO-dg

10 9 8 7 6 5 4

11 3 2
3C NMR of Compound 31
OH O
OMe
) @Br
N
O H
75 MHz, DMSO-dg
| H} LLHT . _
T T T I I T
260 1l|30 ulso 140 120 100 80 60 40 20 ppm
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[ Mass Spectrum ]

Data : x3-42-C18HI4BrNOS

Sample: -
Note : -
Inlet : Direct
Spectrum Type :

BP : msz 423.0056 Int. : 6@.24 0
373.800@ to 433.2200 Cut Level : .89 % 8/|e

Qutput msz range :
1263242
188

9@
B@ 4
78
E@

58—

3@+

373.98
s

Normal Ion
RT : 8.5 min Scan# :

Date : 28-Nov-2013 16:33 Mass Spectrum of Compound 31

OH O

Ion Mode : EI+

[EF-Linear]

(12,13

4@3.81

'356.‘35 a19.e2

JL

375

[ Elemental Composition ]
: X9-42-C1l8H14BrNO5

Data

Sample: -
Note : -
Inlet

Elements :

Mass Tolerance
Unsaturation (U.S.)

Observed m/z Int%

373.9843
403.0056
404.0078
405.0044

406.0074

: Direct
RT : 0.58 min
C 18/0, H 14/0, Br 1/0, N 1/0, O 5/0

A T — 7 T Tfp—— e ———r——
385 3se 335 4ea 485 418 415 428 425 430

Date 29-Nov-2013 16:33

Ion Mode : EI+
Scan#: (12,13)

: 1000ppm, lmmu if m/z < 1, 3mmu if m/z > 3

-0.5 - 100.0
Err [ppm / mmu] U.S. Composition
10.5
100.0 +0.1 / +0.1 12,0 C 18 H14 Br NO 5
22.0
98.7
21.1

S46



'H NMR of Compound 32
OH O

OMe

0
04 H/Q
cl

300 MHz, DMSO-dg
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13C NMR of Compound 32
OH O
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75 MHz, DMSO-dg
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1 1 I T 1 T
200 180 160 140 120 100 80 60 40 20 0 ppm
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[ Mass Spectrum ]

g:.::lg: iS—‘!l‘-CIBHMUNCG Date : 29-Nov-2B13 16:38 MaSS Spectrum Of Compound 32
MNote : -
Inlet : Direc Ion e : +
Spl::rum Typet: Mormal Ion [EF-Linear] e - OH O
RT : B.53 min Scand : (11,12)
BP : msz 359.@553 Int. : 67.66
Output msz range : 329.000@ to 389.2000 Cut Level : 8.92 % OMe
1418223 359.86 O
188
98 O / H
80 Cl
72
58 -
58—
48
361.85
38
28 4
18 4
33004
B_!rl T T LA L I L | oty '!‘E"’l‘_"T"I T B
338 335 348 345 358 355 368 385 378 375 388 385
[ Elemental Composition ] Page: 1
Data : x9-41-C18H14ClNO5 Date 29-Nov-2013 16:30
Sample: -
Note : -
Inlet : Direct Ion Mode EL+
RT : 0.53 min Scanit: (11,12)
Elements c 18/0, H 14/0, Cl 1/0, N 1/0, O 5/0

Mass Tolerance
Unsaturation (U.S.)

1000ppm, lmmu if m/z <
-0.5 - 100.0
Err [ppm / mmu] U.S.
-0.3 / -0.1

Observed m/z Int%
359.0559 100.0

360.0593 20.6

361.0546 34.0

S48

1, 3mmu if m/z > 3

Composition
12.0 C 18 H 14 CIL NOS5



'H NMR of Compound 33
OH O

OMe
@)

O
o N

300 MHz, CDCl3

I T T I T I T
1" 10 7 6 5 4 3 ppm
13C NMR of Compound 33
OH O
OMe
O
N
0 H
75 MHz, CDCl;
I T T T N T T | 1 | |
200 180 160 140 120 100 80 60 40 20 ppm

S49



[ Mass Spectrum ]

Data : x5-22-C1BHI4CINOS Date : 28-Nov-2@13 15:24
Sample: - Mass Spectrum of Compound 33
":I'::;::r;mn"r;::t: Normal Ion [EF-Llnsar§qn fode * B OH o
RT : B8.58 min Scan# : (12,132
BF : mrz 359.@582 Int. : 49.78
Qutput msz range : 325.8088@ to 3B9.8080 Cut Level : B.2@ x OMe
19“]%‘354_2 355.86 (@)
) /®/CI
39 N
0 H
88 +
78 -
BB
58—
48 ~
361.85
3@ 4
28
12+
329.83
i ,334,8?
o - . . — .
338 335 4@ 345 358 355 BéB 365 3;6 3;‘5 3!5@ 365
[ Elemental Composition ] Page: 1
Data : x9-22-C1l8H14C1NO5 Date : 29-Nov-2013 15:24
Sample: -
Note : -
Inlet : Direct Ion Mode : EI+
RT : 0.58 min Scan#: (12,13)
Elements : C 18/0, H 14/0, Cl1 1/0, N 1/0, O 5/0
Mass Tolerance : 1000ppm, lmmu if m/z < 1, 3mmu if m/z > 3
Unsaturation (U.S.) : -0.5 - 100.0
Observed m/z Int% Err[ppm / mmu] U.S. Composition
359.0562 100.0 +0.5 / +0.2 12.0 C18 H14 C1 NOS5S

360.0583 21.1

361.0533 35.2
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H NMR of Compound 34

OH O
OMe
o)
/N
O H

300 MHz, CDCl,

11 10 9 8 7 6 5 4 3 2 1 ppm

13C NMR of Compound 34
OH O

OMe
@)

Al ae

75 MHz, CDCl;

L

T ! I | T T T I T

T " T
200 180 160 140 120 100 80 60 40 20 0 ppm
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[ Mass Spectrum ]

g::‘;lei )_:S‘EB-CISHI?NOS Date : 29-Now-2813 15:28 MaSS Spectrum Of Compound 34
Note : -
I It o e T oH 9
B meas et i
Output m/z range : 309.0080 to 369.0020 Cut Level : 2.92 % OOMe
13851393 338.11
188+
0. o4 N
B8
78 -
5@ o
58—
48 -
38 4
28
18 4
393.89 334.97 341.12
B- k — - - " i e jl ) {354,4@
3. 315 328 325 Eéﬂ 355 3‘;3 3‘;5 3.“)5 35‘5 3SIB 3!;5
[ Elemental Composition ] Page: 1
Data : x9-23-Cl9H17NO5 Date : 29-Nov-2013 15:28
Sample: -
Note : -
Inlet : Direct Ton Mode : EI+
RT : 0.63 min Scan#: (13,14)
Elements : C 19/0, H 17/0, N 1/0, O 5/0
Mass Tolerance : 1000ppm, lmmu if m/z < 1, 3mmu if m/z > 3

Unsaturation (U.S.) : -0.5 - 100.0

Observed m/z Int% Err[ppm / mmu] U.S. Composition
339.1108 100.0 +0.4 / +0.1 12.0 C19 H17NOS5

340.1134 21.2
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'H NMR of Compound 35

300 MHz, CDCl,

11 10 9 8 7 6 5
13C NMR of Compound 35
OH O
75 MHz, CDCl3
T T T T 1 T T T T T T
200 180 160 140 120 100 80 60 20 0  ppm
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[ Mass Spectrum ]

Data : =x5-24-C23HI7NOS Date : 23-Nov-2B13 15:31

Sample: -

Note : -

Inlet : Direct Ion Mode : EI+

Spectrum Type : Mormal Ion [EF-Linear]

RT : B.98 min Scan# : (2@,21)

B : mcz 387.1187 Int. : 24.14

OQutput msz range : 357.8888 to 417.0808 Cut Level : B.8@ %
50]6%43

98
8@
8 4
50 -
58+
42
31

28 -

357.18

Mass Spectrum of Compound 35
OH O

387.11

386.18 l

T T T T
368 385 37a 375 ase

[ Elemental Composition ]
Data : x9-24-C23H17NO5
Sample: -

Note : -

Inlet : Direct

RT : 0.98 min

T T T
385 ise 355 48

Date : 29-Nov-2013 15:31

Ion Mode : EI+
Scan#: (20,21)

Elements : C 23/0, H 17/0, N 1/0, O 5/0

Mass Tolerance
Unsaturation (U.S.)

Observed m/z Int%

388.1141 26.8

Err [ppm / mmu]
387.1107 100.0 +0.2 / +0.1

1000ppm, 1lmmu if m/z < 1, 3mmu if m/z > 3
-0.5 - 100.0

U.S. Composition
16.0 C23 H17NOS

S54
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1H NMR of Compound 36

OH
o)
04 H/@

300 MHz, DMSO-dg

12 11 10 9 8 7 6 5 4
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13C NMR of Compound 36
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o H

75 MHz, DMSO-dg

| I - | . I : 1 | | | T
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[ Mass Spectrum ]

o : x9-25-CI1EHI3NO3 D : - :
Saapler = " ate ¢ 23Nov-2013 15:35 Mass Spectrum of Compound 36
MNote @ -
Inlet : Direct Ion Mode : EI+ OH
Spectrum Type : Normal Ion [EF-Linear]
RT : B.78 min Scan# : (16,17)
BP : msz 267.8898 Int. : 55.68
Qutput msz range : 237.0020 to 297.0022 Cut Level : B.B@ % O
1 166886 2E7.83
88—
/ N/@
98 - O H
B8
78
5B -
58—
48 <
3@ 4
28 -
18
,233.99 255‘25‘ IESS.IZ 295,06
8- I"l T "Ir-r ek T |El iu T T T -
248 245 258 235 2ea 265 £7e 275 288 285 238 235
lﬂ/z
[ Elemental Composition ] Page: 1
Data : x9-25-C1l6H13NO3 Date 29-Nov-2013 15:35
Sample: -
Note : -
Inlet : Direct Ton Mode : EI+
RT : 0.78 min Scand#: (16,17)
Elements : C 16/0, H 13/0, N 1/0, O 3/0

Mass Tolerance
Unsaturation (U.S.)

Observed m/z Int%
267.0898 100.0

268.0929 19.2

1000ppm, lmmu if m/z < 1, 3mmu if m/z > 3
-0.5 - 100.0

U.S. Composition

Err [ppm / mmul]
11.0 C1le H13 N O 3

+1.0 / +0.3
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'H NMR of Compound 37

OH
o)
o) / H/Q

300 MHz, DMSO-dg

2 1 ppm

11
13C NMR of Compound 37
OH
O
/ N

o H

75 MHz, DMSO-dg
T ] ] 1 1 ' | I ' ] I I 1

200 180 160 140 120 100 80 60 40 20 0 ppm
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[ Mass Spectrum ]

Data : x9-26-C17HISNC3 Date :

Sample: -
Note : -
Inlet : Direct

Spectrum Type : Mormal Ion [EF-Linear]

RT : B.63 min Scan# : (13,14)
BP : mez 281.1@53 Int. : 52.18
Output msz range : 251.8088 to 311.8200

1833884
188 —

9@
B8
78
5@ -
58—
4@ -
3@

28

252.11

28-Nev-2813 15:39

263.87

Cut Level : B.8@ % O

281.11

Iz

266.88

Mass Spectrum of Compound 37
Ion Mode : EI+ OH

B ey e -
255 268

Illjll — LI —
265 278 273 288 283 298 295

[ Elemental Composition ]

Data : x9-26-C1l7H15NO3 Date : 29-Nov-2013 15:39
Sample: -

Note : -

Inlet Direct Ion Mode : EI+

RT : 0.63 min Scan#: (13,14)

Elements :
Mass Tolerance
Unsaturation (U.S.)

Observed m/z Int%
281.1053 100.0

282.1097 20.1

Err [ppm / mmu]

c 17/0, H 15/0, N 1/0, O 3/0

: 1000ppm, lmmu if m/z < 1, 3mmu if m/z > 3
-0.5 - 100.0

U.S. Composition

+0.5 / +0.2 11.0 C 17 H15 NO 3
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'H NMR of Compound 38

OH
o
04 H/O/

300 MHz, CDCl3

A
L L S e e e e e - L e e B B B B S B e L
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[ Mass Spectrum ]

Data : x9-27-C17HISNO3 Date : 29-Now-2@13 15:42
Sample: - Mass Spectrum of Compound 38
Inlet : Direct Ion Mode : EI+
Spectrum Type : Normal Ion [EF-Linear] OH
RT : B8.53 min Scant : (11,12}
BP : mrsz 281.1855 Int. : B2.75
Output m/z range : 251.0@09 to 311.0228 Cut Level : B.BB %
1315578 281.11 O
188
39 (@) / N’/<::j37//
H
88 4
78 -
58
58—
4@
38 4
28 4
18
£32.18 263.87 EBB,!B\
- i T - T i — T T li l T T ) T
255 268 2B5 278 275 288 285 258 295 3!09 Zéﬁ 318
mSE
[ Elemental Composition ] Page: 1
Data : x9-27-CLl7H15NO3 Date : 29-Nov-2013 15:42
Sample: -
Note : -
Inlet : Direct Ion Mode : EI+
RT : 0.53 min Scang: (11,12)

Elements :
Mass Tolerance
Unsaturation (U.S.)

Observed m/z Int%
281.1055 100.0 +1.1 /

282.1086 20.2

Err [ppm / mmul
+0.3

C 17/0, H 15/0, N 1/0, O 3/0
: 1000ppm, 1lmmu if m/z < 1, 3mmu if m/z > 3
-0.5 - 100.0

U.s.
11.0

Composition
C1l7H 15 NO 3
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"H NMR of Compound 39

OH
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N
© H

300 MHz, DMSO-dg
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[ Mass Spectrum )

2:;:“!; x3-28-CI7HISNO4 Date : 28-Nov-2813 15:45 Mass Spectrum of Compound 39
Note : -
é:::::.r;mn':';::t: Normal Ion [EF—Lmear%on Hods @ EI* OH
RT : 8.73 min Scan® : (15,186)
BP : m/z 257.1883 Int. : B2.52
Qutput msz range : 267.0008 to 327.2208 Cut Level : B.B@ %
1311155 257.18 (@]
OMe
38 - o) / H
8@ -
78 -
58
58+
4@ o
38 -
28
184
268.10 2%6.89
e- . T T +—+ T T T ! I 1 T T T T T
278 275 280 285 290 295 382 385 31e 315 320 325
[ Elemental Composition ] Page: 1
Data : x9-28-C17H15NO4 Date 29-Nov-2013 15:45
Sample: -
Note : -
Inlet : Direct Ion Mode : EI+
RT : 0.73 min Scan#: (15,16)
Elements : C 17/0, H 15/0, N 1/0, O 4/0

1000ppm, lmmu
-0.5 - 100.0

Mass Tolerance
Unsaturation (U.S.)

Err [ppm / mmu]
+0.5 / +0.1

Observed m/z Int%
297.1003 100.0

298.1026 19.8

if m/z < 1, 3mmu if m/z > 3

U.S.
11.0

Composition
C1l7H 15 NO 4
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'H NMR of Compound 40
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O
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600 MHz, DMSO-dg
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[ Mass Spectrum )

Data : x3-23-CI1GH12CINC3 Date
Sample: -

Note : -

Inlet : Direct
Spectrum Type :
RT

1 29-Now-2@13 15:48

Ion Mode : EI+
Mormal Ion [EF-Linear]
: B.73 min Scané : (15,16}

BP : msz 381.8588 Int. : 3B.55
OQutput m-sz range : 271.888@0 to 331.228@

888555
182

Cut Level : 2.22 %

982 4
88
78
658
58
48 +
38 4

28

2ss.gy 297.10

272.85

3@1.85

Mass Spectrum of Compound 40

383.85

OH

O

O
o4 N

[ - PR P a— . ..l..l‘

T T T T T v T L}
275 288 285 298 2585

[ Elemental Composition ]
Data : x9-29-C16H12C1NO3
Sample: -

Note : -

Inlet : Direct

RT : 0.73 min

Elements
Mass Tolerance
Unsaturation (U.S.)

1000ppm,
-0.5 - 100.0

Observed m/z Int% Err [ppm / mmul U.S.
301.0508 100.0 +0.7 / +0.2
302.0544 18.9
303.0491 33.9

Date

Ton Mode
Scanit:
C 16/0, H 12/0, C1 1/0, N 1/0, O 3/0
lmmu if m/z < 1, 3mmu if m/z > 3

S64

—
kL)

EI+
(15,16)

T y T T T
318 315 32e 325

Page: 1

: 29-Nov-2013 15:48

Composition
11.0 C1l6 H12 CILN O 3

T
338
msE



1H NMR of Compound 41
OH

300 MHz, DMSO-dg

L I 1.

11 10 9 8 7 6 5 4 3 2 1 ppm

13C NMR of Compound 41
OH

75 MHz, DMSO-dg

- T | | T
200 180 160 140 120 100 80 60 40 20 0 ppm
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[ Mass Spectrum ]

g:::le is—3a—c21H15N03 Date : 29-Now-2B13 15:52 Mass Spectrum of Compound 41
rI~‘C“I.Gt=-_13 bt OH
nlet : Direct on Mode : EI+
Spectrum Type : Normal Ion [EF-Linear]
RT : 8.78 min Scand : (1,171
BP : msz 325.1858 Int. : 42.15
Output msz range : 253.0808 to 359.82082 Cut Level : B.82 %
BE3893 328.11
188
9B =
B0 -
78 -
=
58
48 4
38
28 +
12+
BEB.IB\
,SBI.GS lS]I.B? ] I
e T T T a T T T T T T T T T
3ee 3es 3ia 315 3ze 325 338 335 340 345 3se 355
[ Elemental Composition ] Page:
Data : x9-30-C21H15NO3 Date : 29-Nov-2013 15:52
Sample: -
Note : -
Inlet : Direct Ion Mode : EI+
RT : 0.78 min Scanit: (16,17)
Elements : C 21/0, H 15/0, N 1/0, O 3/0
Mass Tolerance : 1000ppm, lmmu if m/z < 1, 3mmu if m/z > 3
Unsaturation (U.S.) : -0.5 - 100.0
Observed m/z Int% Err[ppm / mmu] U.S. Composition
329.1050 100.0 -0.6 / -0.2 15.0 C21 H15 NO 3

330.1084 25.0
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