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Mol. Formula: C,gH,;04
Mol. Weight: 328.31
LCMS REPORT

Column : X-Select CSH C18 (3.0°50) mm 2.5u
Mobile Phase: A: 0.05% Formic acid in water + 5%ACN
0.05% Formic acid in Acetonitrile

Inj Volume: 2.0pL,

Flow Rate: 1.2 mL/minute

Gradient program:

0% B to 98 % B in 2.0 minute, hold till 3.0 min, at 3.2 min B conc is 0 % up to 4.0 min
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Mol. Formula: C,¢H,;O;
Mol. Weight: 328.31
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Mol. Formula: C,gH,;0¢
Mol. Weight: 328.31
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Mol. Formula: C,gH,,0,
Mol. Weight: 328.31

1 T Ll ¥ T T 1 1 T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 2IO 1

0

T
0 ppm



5b
Mol. Formula: CygH,40;
Mol. Weight.: 358.34
LCMS REPORT

Column : X-Select CSH C18 (3.0°50) mm 2.5u
Mobile Phase: A: 0.05% Formic acid in water + 5%ACN
B: 0.05% Formic acid in Acetonitrile

Inj Volume; 2.0L,
Flow Rate: 1.2 mL/minute
Gradient program:
0% B to 98 % B in 2.0 minute, hold till 3.0 min, at 3.2 min B conc is 0 % up to 4.0 min
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Mol. Formula: C,gH,O;
Mol. Weight.: 358.34




Mol. Formula: C,gH,s0;
Mol. Weight.: 358.34
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Mol. Formula: CgH,0;
Mol. Weight.: 358.34
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Mol. Formula: C,gH,0;
Mol. Weight.: 358.34
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Mol. Formula: C,;H,,CIOg
Mol. Weight: 332.73
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Mol. Formula: C,;H,,CIO,

Mol. Weight: 332.73
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Mol. Formula: C,;H,,BrO4
Mol. Weight: 377.18
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Mol. Formula: C,;H,,BrO,

Mol. Weight: 377.18
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Mol. Weight: 377.18
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LCMS REPORT

Column : X-Select CSH (3.0°50) mm 2.5u
Mobile Phase: A: 0.05% Formic acid in water+5%ACN
B: 0.05% Fornic acid in ACN

OpL,
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Mol. Formula: C,H,;05
Mol. Weight: 312.31

Gradient program:
0% B to 98 % B in 2.0 minute, Hold till 3.0 min At 3.2 min B conc Is 0 % up to 4.0 min

Chromatogram
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Mol. Formula: C,gH,;05
Mol. Weight: 312.31
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Mol. Formula: C,¢H,,0;
Mol. Weight: 312.31
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Mol. Formula: C,gH,;O;
Mol. Weight: 312.31
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Mol. Formula: C,¢H,;0;
Mol. Weight: 312.31

—6.450
—6.439

5.568

/—7.418
— \—7.398
—————— S R
— aay
R
5.606

o n
S
9% i
w

k & i

L L L B R ) I T B L L T B oL L i L AL B AL B L L

7.6 7.4 T2 7.0 . . o . .
6.8 6.6 6.4 6.2 6.0 5.8 5.6 PpPm
3 3 g
- o~ - -



189.34
——169.48
.59
79.30
21.24

—110.84
T—109.80
—104.19
—52.78
—43.62

—164.38
S

K L Il ’ L |

Mol. Formula: C,gH,;O¢
Mol. Weight: 312.31

T T 1 1 1 T T T |l |l 1 I Ll Ll T Ll | 1 i L
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20

10

0 ppm



Mol. Formula: C,;H,;FO,
Mol. Weight: 316.28

LCMS REPORT

Column : X-Select CSH (3.0°50) mm 2.5u
Mobile Phase: A: 0.05% Formic acid In water+5%ACN
B: 0.05% Fornic acid in ACN

Mol. Formula: C,,H,;FO,

Inj Volume; 2.
Flow Rate: 1.5. mL/minute
Gradient 2
0% B to 98 % B in 2.0 minute, Hold till 3.0 min,At 3.2 min B conc is 0 % up to 4.0 min
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Mol. Formula: C,,H,,FO,

Mol. Weight: 316.28
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MS Spectrum
MM-ES+APCI, Pos, Scan, Frag: 70
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Malecular Formula: CH, 0
Molecular Weight: 326.30
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Molecular Formula: ~ C,,H, O,
Molecular Weight: 356.32

MS Spectrum

*MSD1 SPC, time=1.312 of DADATAWMARCH-2017\AKB-2D MM-E PCI. Pos, Scan. Frag: 70
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Molscvlar Formula:  C,;H,O-
Molzcular Waizht: 356.32

Molscslar Formula:  C;H,0-
Molecular Waight: 356.32
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Molecular Formula: ~ C.H,,ClO,
Molecular Weight: ~ 330.71
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Molacolar Formula:
Mlokcular Weight:

C.H,,Clo,
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Molecular Formula: ~ C,;H, BrO,
Molecular Weight: ~ 375.17

376.9

380

400m/3

Page

1 o



Molecular Formula: ~ C,.H,,BrO,
Molecular Weight: ~ 375.17

11 TN l,, o ) o A,
9 8 A 6 5 4 3 2 o ppm
1.06
2.001.99 1.001.02 3.06

o
I 6d
Molecular Formula: €, H, ,BrO,
Molecular Weight: ~ 375.17




Momalized Intensty

.0 35 3.0 2.5 2.0
3.06

1.0

EL
094
0.8
074
”' Molecular Formuta:  C,-H,,BrO:

3 Molzeular Waight:
0.549
0.4+

3 2
0.3 B

E @R
0.24 Ha ®

= - — o)

3 gefu3 8 5 Bpliz g
014 28¥zp 3 |[8 2B
. IRV il

T T T T T T T T T T T T T T T T T T T T T

220 200 180 180 140 120 100 80 80 a0 20 20

Chemical Shift (ppm)

1.

I 6d

Molecular Formula:

Molecular Weight:

[} ppm

C,H,,Bro,
375.17



e
100 =
80 Molecular Formula: ~ C,(H,,0;
Molecular Weight: ~ 310.30
60|
40
°
20 b
&
o
T T T T T T
300 320 340 360 380 400 m/d
Page

1of 1



12 T

3.813

1.0a.91

°
E

Molecular Formula: ~ C,4H,,0;
Molecular Weight: ~ 310.30
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Horm alzed Intensiy
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