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Data Filename  7a.d ACQ Method 506k_leesunhee.m Comment

Acquired Time

5/19/2023 3:48:43 PM

x102
94

Cpd 1: C15 H14 O4: + FBF Spectrum (0.108, 0.250-0.524 min) 7a.d Subtract

259.0993
(CHSHT404] 1 Hy

OH
Ph

MeO OHO

7a
Exact Mass: 258.0892
[M+H]: 259.0965

254 256 258 260 262

N
-}
N

250

N
el
@

246

Data Filename  7b.d ACQ Method 506k_leesunhee.m Comment

264

266

Acquired Time

268 270

5/19/2023 3:52:27 PM

x104

Cpd 1: C16 H16 O5: + FBF Spectrum (0.125-0.232 min) 7b.d Subtract

311.0908
([C16H1605)+Na)+

OH

OMe

MeO OHO

7b

Exact Mass: 288.0998
[M+Na]: 311.0890

310.2 310.4 310.6 310.8 311 311.2 311.4

49

3116

311.8



Data Filename  7c.d ACQ Method 506k_leesunhee.m_A2. Comment Acquired Time 1/29/2024 11:41:37 AM

x10 4 |Cpd 1: C19 H16 O4: + FBF Spectrum (0.064-0.168 min) 7c.d Subtract
5.2

5.
4.8 331.0638
4.61 ([C19H1604]+Na)+ OH
441

4.2

4
3.8 MeO OHO

3.6 7c
3.44

3.2 Exact Mass: 308.1049

3.
2.8 [M+Na]: 331.0941
2.6
2.44
2.2

1.6
1.6
1.4
1.2
1
0.84

0.64 332.0977
0.4 ([C19H1604)+Na)=

0.24

330 330.2 3304 330.6 330.8 331 3312 3314 3316 331.8 332 3322 3324 3326 3328

Data Filename  7d.d ACQ Method 506k_leesunhee.m Comment Acquired Time 5/19/2023 3:59:51 PM
Cpd 1: C15 H13 CI O4: + FBF Spectrum (0.129-0.248 min) 7d.d Subtract

H

x
— «ne

1

S aaas
It

n

w
A
1

OH

w
1

1,251

124 Cl

1,154 O
‘111- MeO OH
054
1 7d
0,95
0.9 Exact Mass: 292.0502
0.85-
0.8 [M+Na]: 315.0395
0,754

0.7
0.65-
0.6
0,554
0.5
0.45
0.4
0.354
0.3
0.254 |
0.2 ‘ ‘
0.154 |
0.14
0.051

304 306 308 310 312 314 36 3i8 320 322 324 326

50



Data Filename  7e.d ACQ Method 506k_leesunhee.m Comment Acquired Time

5/19/2023 4:03:33 PM

x10 4 |

.84
171
1.6

0.9
0.8
0.7+
0.6+
0.5
0.4
0.3
0.2

0.1

Cpd 1: C15 H13 Br O4: + FBF Spectrum (0.128-0.295 min) 7e.d Subtract

358.9912
Br (([C15H13BrO4)+Na)+
OH

MeO OHO

Te

Exact Mass: 335.9997
[M+Na]: 358.9889

342 344 346 348 350 352 354 356 358 360 362 364

Data Filename  7f.d ACQ Method 506k_leesunhee.m Comment Acquired Time

366

5/19/2023 4:07:15 PM

x10 7
2.9

2.84
274
2.6+
2,54
244
2.3
224
214

24

1.94
1.8
1.7
1.6
1.5
144
1.3
124
1.1

14
0.9
0.8
0.7
0.6
0.5
0.4
0.34
0.2
0.1

0

Cpd 1: C13 H11 Br 04 S: + FBF Spectrum (0.122-0.312 min) 7f.d Subtract

Br
OH S\
=~

MeO OHO

7f
Exact Mass: 341.9561
[M+H]: 342.9634

330 332 334 336 3

w-
&
w
e
o
w
r=d
IN]
w
e
a
w
X
(o2}
W
'~
)
w
163
o
w
o8
N
w



Data Filename  7g.d ACQ Method 506k_leesunhee.m Comment

Acquired Time

5/19/2023 3:52:27 PM

x104

Cpd 1: C16 H16 O5: + FBF Spectrum (0.125-0.232 min) 7g.d Subtract

OH
311.0908
Meo Ph ([C16H1605]+Na)+

MeO OHO

79
Exact Mass: 288.0998
[M+Na]: 311.0890

312.0945
JCAGHIGOS5) Nay+

Data Filena

3104 3106 3108 311 311.2 3114 3116
me 7h-1.d ACQ Method 506k_leesunhee.m Comment

3118

Acquired Time

w
N

312.2
5/19/2023 4:10:56 PM

X105
1.054
14
0.95-
0.9
0.85-
0.8
0.754
0.7
0.65-
0.6
0.55-
0.5
0.45-
0.4
0.35-
0.3
0.25-
0.2
0.15-
0.1
0.05-

Cpd 1: C17 H18 O6: + FBF Spectrum (0.128-0.223 min) 7h-1.d Subtract

1006

OH ( :1"“)-Hu‘

MeO
© OMe

MeO OHO

7h

Exact Mass: 318.1103
[M+Na]: 341.0996

330 332 334 336 338 340 342 344 346

52

348

350



Data Filename  7id ACQ Method 506k_leesunhee.m Comment Acquired Time 5/19/2023 4:10:56 PM
Cpd 1: C17 H18 O6: + FBF Spectrum (0.128-0.223 min) 7i.d Subtract

VN

x10
754
7.251 3191253

74 ([C17H1BOG)+H)+

6,754

o5 OH OMe

6.254
64 MeO
5.75-

554 e}
5.251 MeO OH

N4

4.754 7i

4.25 Exact Mass: 318.1103
iy [M+H]: 319.1176
3.54
3.25
34
2,75
2 54

Rl

24
1,751
1.54
1,251
14
0.75
0.54
0.254
0

30 312 314 3i6 318 330 322 324 326 328 330 332

Data Filename  7j.d ACQ Method 506k_leesunhee.m Comment Acquired Time 5/19/2023 4:14:39 PM
x10 4 [+ESI Scan (0.189 min) Frag=175.0V 7j.d

1.34 OH

1.254 M
- FO Cl

1154
1.14 MeO OHo

1 7j
Exact Mass: 322.0608
0.85 345.0502 [M+Na]: 345.0500

338 340 342 344 346 348 350 352 354 356 358 360 362 364

53



Data Filename  7kd ACQ Method 506k_leesunhee.m Comment

x10 4
4.8+
4.6

Acquired Time

5/19/2023 4:18:21 PM

Cpd 1 C16 H16 O5 + FRE Spectium (0.094-0 1180 249-0 463 min) 7k d Subtract

4 44 r.‘)l 1.0917
([C16H1605]+Na)+
P OMe OH

4 Ph

3.8
3.6
3.44
3.2

3.
2.8
2.6
2 44
2

2]
.84
1,64
114
124

‘|.
0.8
0.6
0.4
0.2

MeO OHO

7k

Exact Mass: 288.0998
[M+Na]: 311.0890

I

304 306 308 3io  3i2  3i4

=4
N
w
)

300 3

Data Filename  71d ACQ Method 506k_leesunhee.m Comment

318

Acquired Time

5/19/2023 4:22:06 PM

x10 4
114
1,354
1.3
1.254
124
1.154
1.1
1.054
1
0.954
0.94
0.854
0.84
0.75-
0.74
0.654
0.6
0.554
0.54
0.45
0.44
0.354
0.34
0.254
0.24
0.154
0.14
0.054

Cpd 1: €22 H20 O5: + FBF Spectrum (0.126-0.352 min) 71.d Subtract

3871227

OH ([C22H2005]+Na)+
BnO Ph

MeO OHO

71
Exact Mass: 364.1311
[M+Na]: 387.1203

0

374 376 378 380 382 384 386 388 390

54
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Data Filename  7m.d ACQ Method 506k_leesunhee.m_A2. Comment Acquired Time 1/29/2024 12:04:03 PM
x10 3 |Cpd 1: €23 H22 O6: + FBF Spectrum (0.065-0.369 min) 7m.d Subtract

4 , OH Pie

o] BnO

5.44
521 MeO OHo

4.8 7m
o Exact Mass: 394.1416
g [M+Na]: 417.1309

2.4

1.2

0.6
0.4
0.2

4175 418 4185 419 4195 420 4205 421 4215 422 4225 423 4235 424 4245 425

Data Filename  7n.d ACQ Method 506k _leesunhee.m Comment Acquired Time 5/19/2023 4:25:48 PM
x10 7 |Cnd 1: C15 H12 OF: + FRF Spectium (0.126-0.149, 01250 221 min) 7n.d Suhtract

0.95-

_ 95.0592
0.9 OH ([C15H1205]+Na)+
0.854
0 Ph
0.8 <
DR o’
0.7

0.65 n

061 Exact Mass: 272.0685
[M+Na]: 295.0577

0.45-

0,35
0.3
0.25
0.24

296.0625

0.15+ ([C15HT205]+Nay+

0.05+

958 296 2962 2964 296.6

S
8-

2938 294 2

N

2 2944 294.6 2948 295 2052 2954 2956

55



Data Filena

@

x10
0.954
0.94
0.85-
0.84
0.754
0.7
0.654
0.64

05 [M+Na]: 372.9682

me 704 ACQ Method 506k_leesunhee.m Comment

Acquired Time

5/19/2023 4:29:30 PM

Cpd 1: C15 H11 Br O5: + FBF Spectrum (0.133-0.406 min) 70.d Subtract

3729685
Br ([C15H1TBIOS]+Na)+

OH
O

o OHO
70
Exact Mass: 349.9790

Data Filenal

x10 4

354 356 358 360 362 364 366 368 370 372 374 376

me  7p.d ACQ Method 506k_leesunhee.m Comment

378 380

Acquired Time

382

384

5/19/2023 4

33:13PM

Cpd 1: C18 H14 O3: + FBF Spectrum (0.133-0.276 min) 7p.d Subtract

301.0854
([C18H1403]+Na)+

OH
Ph

@]
OH

7p
Exact Mass: 278.0943
[M+Na]: 301.0835

300.7 300.4 300.9 301 3011 301.2 3013

56

301.4

301

5

301.6



Data Filename  70.d ACQ Method 506k_leesunhee.m

Comment

Acquired Time

5/19/2023 4:36:55 PM

x10 4
1.154
114
1.054
‘I_
0.954
0.94
0.854
0.8
0.754
0.74
0.654
0.6
0.554
0.54
0.45+
0.4
0.354
0.34
0.25
0.2
0.154
0.14
0.05

Cpd 1: C18 H14 O3: + FBF Spectrum (0.131-0.310 min) 7q.d Subtract

OH
Ph

O
OH

7q
Exact Mass: 278.0943

[M+Na]: 301.0835

([C

301.0855
C18H1403]+Na)+

300.6 300.7 300.8

300.9

301

301.1 301.2

57

301.3

3014

3015



Data Filename  8a.d ACQ Method Comment Sample information is unavailable Acquired Time Unavailable

x10 4 |Cpd 1: C23 H17 N O2: + FBF Spectrum (0.063-0.210 min) 8a.d Subtract
3.8+

3.6

36 _340.131¢

3.4 ([C23H17NO2])+H)+
NH

—

281 O S—ph
“*1 MeO O
2.4 8a

Exact Mass: 339.1259
[M+H]: 340.1332

0.6

339.8 339.9 340 340.1 340.2 340.3 340.4 340.5 340.6 340.7

Data Filename  8b.d ACQ Method 506k_leesunhee.m Comment Acquired Time 5/19/2023 4:44:20 PM

x10 4 Cpd 1: C24 H19 N O2: + FBF Spectrum (0.936-1.305 min) 8b.d Subtract
24
1.94

4,1472
1.8 ([C24H1ONO2]+H)+
171 NH

—

Me
114 Ill[ii] A\ Ph
131 MeO O
124 8b

Exact Mass: 353.1416
0.9 [M+H]: 354.1489

0.7
0.6
0.54
0.4
0.3
0.2

0.1

345 346 347 348 349 350 351 352 353 354 355 356 357 358 350 360 3G1 362 363 364 365 366 367

58



Data Filename  8c.d ACQ Method 506k_leesunhee.m_A2. Comment Acquired Time 1/29/2024 2:40:30 PM
x10 4 [*ESI Scan (0.175 min) Frag=175.0V 8c.d

8.251 Cl
8 NH

7.754 _
7.5 388.1025
7.254 Me
74

6.754 \ Ph
@]

6.5
6.254 MeO

G.
5.754 8c

5.54

5,2;. Exact Mass: 387.1026
4472- [M+H]: 388.1099
425/
4.
3.754
3.54
3.254 388.2635
3.
2.754
2.54
2.254
24
1.754
1.5
1.254
14
0.754
Ovl‘.
0.254

1 1 " 1 " PR
3877 3878 3879 383 3331 3832 3833 3884 3835 3836 3837 3838
Data Filename  8d.d ACQ Method Comment Sample information is unavailable Acquired Time Unavailable

x10 4 |*ESI Scan (0.162 min) Frag=175.0V 8d.d

Cl
1.654

1.6
1.554
1.5 374.09 NH

1.44 =
1.3
1.254
O N pn
1154 MeO o

8d

0.954 Exact Mass: 373.0870
0.854 [M+H]: 374.0942

o
N

374.05 3741 374.15 374.2 374.25 374.3
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Data Filename  8e.d ACQ Method Comment

Sample information is unavailable Acquired Time

Unavailable

x109

1.64
1,564
154
1.45-
1.4

0.95
0.94
0.854
0.8
0.754
0.7
0.65+
0.64
0.55+
0.54
0.454
0.4
0.354
0.3
0.254
0.2
0.15-
0. 14
0.05

0

+ESI Scan (0.070 min) Frag=175.0V 8e.d

Br
(s

——

N—pp
MeO O
8e

Exact Mass: 417.0364
[M+H]: 418.0437

418.0437

|

!

Lol

419.0388

|
4172 A174 4176 4178 418 4182

Data Filename  8f.d ACQ Method 506k_leesunhee.m_A2. Comment

418.4

418.6

418.8 419

Acquired Time

419.2

1/29/2024 2:51:37 PM

x10 5
2.74

264
254
2.44
234
224
2.14
24
1.94
1.8
1.7
1.6
.54
1.4
1.3
1.24
1.1
14
0.9+
0.8
0.7+
0.6
0.5
0.4

+ESI Scan (0.082 min) Frag=175.0V 8f.d

Br

e

—

CIy
MeO @
8f

Exact Mass: 417.0364
[M+H]: 418.0437

418.0415

4176 417.7 4178 4179 418 4181 4182 4183



Data Filename  8g.d

x104

3.34
3.2
3.1

3
2.9
2.84
2.7
2.6
2.5
2.44
2.34
2.2
214

24
1.94
1.8
1.74
1.64
1.54

1.4

1.3
1.24
1.14
14
0.94
0.84
0.74
0.64
0.59
0.44
0.34
0.24
0.14

o

ACQ Method 506k_leesunhee.m_A2. Comment Acquired Time

1/29/2024 12:26:21 PM

+ESI Scan (0.075 min) Frag=175.0V 8g.d

466.0244

Exact Mass:

|
L
Cry
MeO O
8g

—

465.0226

[M+H]: 466.0298

Ll

I

[l Lm,lt ‘ M

Illuu |.||“

Tim [T

h I

=i

Data Filena

me 8hd ACQ Method 506k_leesunhee.m Comment Acquired Time

4655 466 4665 467 4675 468 4685 469 4695 470 4705 471 4715 472

5/19/2023 5:06:34 PM

x10 4 |

0.54
0.44
0.34
0.24
0.14

Cpd 1: C24 H19 N O2: + FBF Spectrum (0.981-1.325 min) 8h.d Subtract

354.1474

([C24H19NO2]+H)~+
.Me
N

—

Cryn
MeO O

8h
Exact Mass: 353.1416
[M+H]: 354.1489
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|
343 344 345 346 347 348 349 350 351 352 353 354 355 356 357 358 359 360 361 362 363 364



Data Filename  8id ACQ Method 506k_leesunhee.m Comment Acquired Time 5/19/2023 5:10:17 PM
x10 4 Cpd 1: C24 H19 N O3: + FBF Spectrum (0.935-1.280 min) 8i.d Subtract
5.84
5.64
5.44
5.24
5
4.8
4.6

4 44

4 24
1
3.84
3.6
3.4
3.2

>y Exact Mass: 369.1365
291 [M+H]: 354.1438

1.8+
1.64
114
124

14
0.8+
0.6
0.4
0.2

361 362 363 364 365 366 367 368 369 370 371 372 373 374 375 376 377 378 379 380 381 382

Data Filename  8j.d ACQ Method 506k_leesunhee.m Comment Acquired Time 5/19/2023 5:13:59 PM

x10 4 |Cpd 1: C28 H21 N O2: + FBF Spectrum (1.087-1.468 min) 8].d Subtract
1.45
1.4
1.35-
1.34
1.25
124
1.15
114
1.054
14
0.95-
0.9
0.854
0.8+
0,754
0.7 Exact Mass: 403.1572
0.654
0.6 [M+H]: 404.1645
0.554
0.5+
0.454
0.4
0.354
0.3
0.254
0.2
0. 154
0.14
0.054

04,1626
TNO2]+H)+

394 396 398 400 402 404 406 408 410 112 114 46
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Data Filename ~ 8k.d ACQ Method  506k_leesunhee.m_A2. Comment

Acquired Time

1/29/20.

24 2:59:05 PM

x109
1 2['.
1.24
1.154
1.14
1.054
14
0.95+
0.94
0.85
0.8
0.754
0.74
0.65+
0.6
0.55+
0.54
0.45+
0.4
0.35
0.34
0.25
0.24
0.154
0.14
0.05
0

+ESI Scan (0.090 min) Frag=175.0V 8k.d

J O
o
8k

Exact Mass: 373.0870
[M+H]: 374.0942

MeO

374.0919

Data Filena

373.95 374 374.05 3741
me 8ld ACQ Method 506k_leesunhee.m_A2. Comment

374.15

374.2

Acquired Time

374.25

1/29/20;

24 3:02:49 PM

x105
1.54
1.454
1.44
1.354
1.34

1.254

0.15+
0.14
0.05+

+ESI Scan (0.092 min) Frag=175.0V 8L.d

MeO

Exact Mass: 494.9470
[M+H]: 395.9542

| 1
492 4925 493 4935 494
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495

4955

496



Data Filename  8n.d ACQ Method 506k_leesunhee.m Comment Acquired Time 5/19/2023 5:28:49 PM

Cpd 1: C24 H19 N O3: + FBF Spectrum (0.851-1.196 min) 8n.d Subtract

370,(1128]
2.8 ((C24HTONO3|+H)4

274
2.6
2.5

> 4] NH
2.3
224

211 MeO
o] N—ph

184 MeO O
171 8n
1.6
1 j: Exact Mass: 369.1365
1§ [M+H]: 370.1438
114
14
0.9
0.8
0.7
0.6
0.5
0.44
0.3
0.2
0.1
0

N

x10

357 358 359 360 361 362 363 364 365 366 367 368 369 370 371 372 373 374 375 376 377 378 379 380 381
Data Filename  8o.d ACQ Method Comment Sample information is unavailable Acquired Time Unavailable
x10 4 [Cpd 1:C25 H21 N O4: + FBF Spectrum (0.065, 0.100-0.144 min) 8o.d Subtract

14
0.954 O NH

0.9
0.854 OMe
i MeO

: )
0.754 o

) MeO

e 8o
0.654

0.6 101.1550 Exact Mass: 399.1471

([C25HZ2 TNOA4] tH)y
0.55 [M+H]: 400.1543
0.54
0.45

0.4
0.354
0.34
0.254
0.2
o 1021551

([C25H21NO4]+H)+
0.1
0.054

400.4 400.6 400.8 401 4012 401.4 401.6 401.8 402 402.2
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Data Filename  8p.d ACQ Method 506k_leesunhee.m_A2. Comment Acquired Time 6/16/2023 10:47:27 AM
x10 2 [Cpd 1:C25 H20 Br N O4: + FBF Spectrum (0.957-1.302 min) 8p.d Subtract

9.54 Br

1 O NH

—

MeO

74
b)-om
; (0]

MeO
8p

Exact Mass: 477.0576
459 501.0473 [M+Na]: 550.0468

([C25H20BINO4]+Na)+

500.6 500.7 500.8 5009 501 5011 501.2 5013 5014 501.5 5016 5017

Data Filename  8q.d ACQ Method 506k_leesunhee.m Comment Acquired Time 5/19/2023 5:39:56 PM
x10 3 Cpd 1: C24 H17 CI I N O3: + FBF Spectrum (1.029-1.469 min) 8q.d Subtract
4.84
4.6
4 4
424
44
3.84
3.6
3.4
3.2
34
2.8
jj Exact Mass: 528.9942
22] [M+Na]: 551.9834
24
1.8
Ld 551.9838
144 ([C24H17CIINO3]+Na)+
124
14
0.8
0.6
0.4

0.2

4]
A
(=]
«
=]
©
N
©«
4
(2]
¢
X
[
«Q
&
=]
@
C
N
@«
&
4
&
(2]
4
o
=]
@
&
o
&
<
]



Data Filename  8r.d ACQ Method 506k_leesunhee.m Comment Acquired Time 5/19/2023 5:43:40 PM

x10 7 Cpd 1: C25 H21 N O3: + FBF Spectrum (0.985-1.258 min) 8r.d Subtract
1.05+

14
0.954
0.94
0.854 NH
0.8 OMe e
0.754
S U e
0ol MeO” g O
°0 Exact Mass: 383.1521
0.45- [M+H]: 384.1594

0.4

0.354
0.3

Me, 384.1590
([C25H2TNO3]+H)+

0.25+
0.2
0,154
0.14
0.05

394 396

w
=y
N

390

w
<o
w
-
(2]
w
0
==}

378 380 382

w
harll
[=7]

372 374

Data Filename  8s.d ACQ Method 506k_leesunhee.m Comment Acquired Time 5/19/2023 5:47:23 PM

x10 4 Cpd 1: C30 H23 N O3: + FBF Spectrum (1.057-1.342 min) 8s.d Subtract
34
2.9

2.8
446.1755

274 ([C30H23NO3])+H)+
2.64
2.5 NH

214
2.3
224
51 BnO \
24 Ph
sl MeO O
17 8s
1.6
.54 Exact Mass: 445.1678
1.1
i i [M+H]: 446.1751
] o
114
14
0.9
0.8
0.7
0.6
0.5
0.4
0.3
0.2
0.1

434 436 438 440 442 41 446 448 450 452 454 456 458




Data Filename  8t.d ACQ Method 506k_leesunhee.m

Comment

Acquired Time 5/19/2023 5:51:05 PM

x10 7 |Cnd 1: C32 H27 N O4: + FRF Spectium (1.100-1.171.1.33

114
1,054
14
0,95
0.9
0.85-
0.8
0.75-
0.7
0.65-
0.6
0.55-
0.5
0.45-
0.4
0.35-
0.3
0.25-
0.2
0.154
0.1
0.05-

Me

MeO

\_NH
N
o

C)-om
8t

Exact Mass: 489.1940
[M+H]: 490.2013

BnO

81385 min) 8t.d Subtiact

2007

32H27NO4]+t

!

0%

474 480 482 484 486 488

Data Filename  8u.d ACQ Method Comment

492

o

=]

490 494 498 500

Sample information is unavailable Acquired Time Unavailable

x10 4 |*ESI Scan (0.130 min) Frag=175.0V 8u.d
1.94
|

&

3541118

1.7

1.64

0.74
0.6
0.5
0.4
0.3
0.2
0.14

\

|

1 mml‘ly

o

i

—
0
g
@) )
8u

Exact Mass: 353.1052
[M+H]: 354.1125

T ,\IHH‘\

T

353.5 354 354.5 355

||356H‘ ‘ }’

355.5 356.5 357
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Data Filename  v.d ACQ Method 506k_leesunhee.m_A2. Comment Acquired Time 7/13/2023 5:57:48 PM
%10 3 Cpd 1: C24 H17 N O3: + FBF Spectrum (0.947-1.328 min) v.d Subtract

Me

NH

—
64 O
ol CA e
' (0] 0]

8v

Exact Mass: 367.1208
[M+H]: 368.1281

358 359 360 361 362 363 364 365 366 367 368 369 370 371 372 373 374 375 376 377 378 379 380

Data Filename  8w.d ACQ Method 506k_leesunhee.m Comment Acquired Time 5/19/2023 6:02:12 PM
x10 4 Cpd 1: C24 H15 Br N O3: + FBF Spectrum (1.040-1.527 min) 8w.d Subtract

1.6 445.0315
([C24H15BINO3]+H)~

NH

—
0]
1 SO
114 O O
8w

091 Exact Mass: 445.0314
81 [M+H]: 445.0315

0.7

0.6

0.54 446. 2
([C24H15BINO3]+H)+

443 4435 144 4445 445 4455 146 446.5
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Data Filename  x.d ACQ Method 506k_leesunhee.m_A2.

Comment

Acquired Time

7/13/20:

23 6:05:14 PM

x10 7
44
3.8
3.6
3.4
3.2
34
2.84
2.64

)

—

S—ph
o
8x

Exact Mass: 359.1310

[M+H]: 360.1383

Cpd 1: C26 H17 N O: + FBF Spectrum (1.033-1.425 min) x.d Subtract

360,1370
([C26H17NO]+ H) s

Data Filena

x104
84
7.754
7.5
7.251
74
6.754
6.5
6.254
6
5.754

&

349 350 351 352 353 3

me 8y.d

ACQ Method 506k_leesunhee.m_A2.

Comment

Acquired Time

1 355 356 357 358 359 360 361 362 363 364 365 366 367 368 369 370 371

1/29/20:

24 3:21:23 PM

NH

—

Me
CL»
(0]
8y

Exact Mass: 373.1467
[M+H]: 374.1539

+ESI Scan (0.110 min) Frag=175.0V 8y.d

374.1544

374.30!

<
o

374

374.1 374.2

69

374.3
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Data Filename  8z.d ACQ Method 506k_leesunhee.m_A2. Comment Acquired Time 1/29/2024 3:25:08 PM
x10 4 |*ESI Scan (0.107 min) Frag=175.0V 82.d
6.8

6.64
6.4] cl O

6.
5.8+ —
5.6
5.4
5.2

: N—ph
o

481 MeO
4.6
14l 8z
4.2
41 Exact Mass: 373.0870
3.8
gg [M+H]: 374.0942
3.2
3.
2.84
2.6
2.4
2.24
2_
1.8
1.64
1.44
1.2
14
0.8
0.6
0.44
0.24

374.0951

PRE
&
N
o\

3738 37385 3739  373.95 374 37405 3741 37415 3742 37

Data Filename  8aa.d ACQ Method 506k_leesunhee.m_A2. Comment Acquired Time 6/23/2023 11:29:32 AM

A}

x10 3 Cpd 1: C24 H18 Br N O3: + FBF Spectrum (0.955-1.276 min) 8aa.d Subtract
4.4

47
470.0356

H ((C24H18BINO3]+Nay+
3.84 Br
3.6 NH

3.4
324 MeO

2.6 8aa

Exact Mass: 447.0470
2 [M+Na]: 470.0362

1.64
144
1.2

14
0.8
0.6
0.4

0.2

456 458 460 462 464 466 168 470 472 474 476 478
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Data Filename  8ab.d ACQ Method 506k_leesunhee.m_A2. Comment Acquired Time 6/16/2023 10:47:27 AM

x10 3 Cpd 1: C25 H20 Br N O4: + FBF Spectrum (0.957-1.302 min) 8ab.d Subtract

1.45- 500.0454

1.4 ((C25H20BINO4]+Na)+
1.354 Br
1.3 NH

"151 MeO

114
1.054 N O OMe
1 MeO 0
0% 8ab

0.8 Exact Mass: 477.0576

oy [M+Na]: 500.0468

0.64
0.55+
0.5
0.45+
0.4+
0.35
0.3
0.254
0.2
0.154
0.1+
0.054 | |

484 486 488 490 492 494 496 498 500 502 504 506

Data Filename  ac.d ACQ Method 506k_leesunhee.m_A2. Comment Acquired Time 7/13/2023 6:16:23 PM
x10 3 [*ESI Scan (1.261 min) Frag=175.0V ac.d

94
Br O
8.5 NH

84 —

O
: Sy
6.5 (0] (0}
8ac

5.54 Exact Mass: 431.0157
54 432.0211 [M+H]: 432.0230

ol L ‘Illlllllll . | .I.l I B T I
4315 4316 4317 431.8 4310 432 4321 4322 4323 4324 4325 4326 4327 432.8

71



Data Filename  ad.d ACQ Method 506k_leesunhee.m_A2. Comment

Acquired Time

7/13/2023 6:20:07 PM

x10 %

1.64
1.55-
.54
1.454
141
1.35-
1.3
1,254
121
1,154
114
1.05-

0.954
0.94
0.85-
0.84
0.754
0.7
0.654
0.6
0.554
0.54
0.45
0.4
0.35-
0.3
0.25
0.2
0.154
0.14
0.054

Cpd 1: C23 H14 | N O3: + FBF Spectrum (1.045-1.532 min) ad.d Subtract

180.0061
| ([C23H14INO3}+H)+
NH

—

0

Sy

e} o]
8ad

Exact Mass: 479.0018
[M+H]: 480.0091

72
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AU

Purity of 8aa measured by HPLC

0.1304

0.1204

0.110

0.100

0.090

0.080

|
0.070 ‘
0.060 '
0.050+ '

0.040 '

0.030 ‘
0.020 ' ‘
0.010

3
0.000f——————— M/Efﬁ—‘4&, —

L S e e e e e e e e S e e o S R S e e o S B e s e e
2.00 4.00 6.00 8.00 1000 1200 14.00 16.00 18.00 20.00 22.00 2400 26.00 28.00 30.00
Minutes

——— Sample Name: 100ppm_200nm_0.5ul/ml; Date Acquired: 1/30/2024 1:47:11 PM KST; Vial: 11; Injection:

Peak Summary with Statistics

Name:

s:;“m"': vial | Inj T’?ﬁ:’;:“":) Area | % Area | Height

1 100ppm_200nm_0.5ul/ml | 11 1 5480 3532 0.08 510

2 100ppm_200nm_0.5ul/ml | 11 1 6.007 7370 0.17 407

3 100ppm_200nm_0.5ul/ml | 11 1 14444 80905 1.44 1617

B 100ppm_200nm_0.5ul/ml | 11 1 8.257 16691 0.39 601

5 100ppm_200nm_0.5ul/ml | 11 1 ©.600 | 4013420 | 94.75| 120276

8 100ppm_200nm_0.5ul/mi | 11 1 6.699 | 134010 3.18| 8022
Mean 8420
Std. Dev. 3.308
% RSD 30.24
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CHIRALPAK® C18 UG 5 um, 4.6 mmid. X 250 mm

Acetonitrile : Water =8 : 2

0.5 mL/min

10 uL

254 nm

25°C

25°C

9.6 minutes

74



