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Supplementary Table 2. Analogs of covalent docking hit ‘3620 with improved
potencies.
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Supplementary Table 3. Antiviral activities.

Compound | Antiviral ICs02 [uM] | Antiviral ICg0? [uM] | CC1oP [uM]
‘7021 6.2 7.3 8.03
‘7356 19.53 19.9 6.93

a Efficacy in RT-gPCR viral infectivity assay in X cells.
b Reduction in cell viability (cytotoxicity).




Supplementary Table 4. Pan-viral enzymatic activities of ‘7021.

Viral MPro IC50 [uM]
MERS 50
SARS-CoV-1 8

SARS-CoV-2

1




Supplementary Table 5. Crystallographic statistics.

Ligand ‘5548 7356 6111 $G-0001 ‘9121 7021 ‘8252 ‘9218
PDB ID 8DIG 8DIF 8DIH 8Dl 8DIC 8DIB 8DID 8DIE
Resolution 72.62 - 4844 1903 | 4439 -212 | 486 -259 | 38.13 -209 | 3873 -2.17 | soo0 4 oo | asea 19
range (A) 2452538 | 51 10n) (2.196 - (2.683 - (2.165 - (2.248 - (2.0 -1.05) | (1968 -1.9)
-2.45) : : 2.12) 2.59) 2.09) 2.17) : : : :
Space group P 212121 P1211 c121 1121 P1211 P1211 P1211 P1211
67.779, 44.897 114.102, 45.041, 44346, 44911, 44.238, 44.923,
a, b, c(A) 102704, | o o ST 53.917, 53.835, 53.814, 53.72, 53.666, 53.751,
102.704 oes 11 45.258 115.11 115.824 115.527 115.632 115.119
ab. o) 90.90. 90 90, 101.151, | 90, 101.253, | 90, 101.13, | 90, 100.459, | 90, 100.833, | 90, 100.938, | 90, 101.062,
9 20 90 90 90 90 90 90 90
. 52786 76834 83998
Total reflections (4222) 74588 (6993) | 29895 (2343) | 17080 (1724) | 63019 (6332) | 56799 (5689) (7688) (8382)
Unique 26433 38463 42036
eTlooi 2151) 37368 (3516) | 14998 (1188) | 8552 (864) | 31556 (3170) | 28435 (2848) (3848) (4194)
Multiplicity 2.0 (2.0) 2.0 (2.0) 2.0 (2.0) 2.0 (2.0) 2.0 (2.0) 2.0 (2.0) 2.0 (2.0) 2.0 (2.0)
Completeness 97.69 98.14 94.67
) (80.05) 99.03 (92.87) | 96.99 (77.24) | 99.74 (99.77) | 98.17 (98.84) | 98.18 (98.41) (98.54) (79.45)
Mean I/sigma(l) | 10.82(1.33) | 13.42 (1.00) 19.51 (1.83) | 8.81(0.84) 8.94 (0.98) 8.68 (0.89) 7.58(0.98) | 4.57(0.59)
Wilson B-factor 44.04 36.71 48.65 56.27 39.01 40.42 30.04 33.18
Romerde 0.05895 0.0362 0.01881 0.06999 0.05198 0.05847 0.05816 0.1022
9 (0.6349) (0.8374) (0.4432) (0.9217) (0.7831) (0.8779) (0.7736) (1.824)
Romeas 0.08337 0.0512 (1.184) 0.0266 0.09899 0.07351 0.08269 0.08226 0.1446
(0.8979) : : (0.6267) (1.304) (1.107) (1.242) (1.094) (2.579)
Reoim 0.05895 0.0362 0.01881 0.06999 0.05198 0.05847 0.05816 0.1022
P (0.6349) (0.8374) (0.4432) (0.9217) (0.7831) (0.8779) (0.7736) (1.824)
0.997 0.998 0.993
cci 0.513) 1(0.41) 1 (0.625) 0.995 (0.333) | 0.999 (0.474) | 0.998 (0.397) 0.513) (0.201)
. 0.999 0.998
cc (0.823) 1(0.763) 1 (0.877) 0.999 (0.707) 1 (0.802) 1 (0.754) 1 (0.823) (0.579)
Refinement
Reflections
used in 26397 37312 (3502) | 14996 (1188) | 8548 (862) | 31513 (3163) | 28394 (2844) 38390 40479
. (2118) (3844) (3371)
refinement
Reflections
o e | 1317 (116) 1835 (176) 723 (54) 419 (45) 1615 (173) 1341 (143) 1894 (224) | 2128 (174)
Rowork 0.2138 0.2432 0.2114 0.2164 0.2275 0.2267 0.2574 0.2534
(0.3321) (0.3608) (0.3256) (0.3640) (0.3419) (0.3265) (0.3563) (0.3559)
Rifree 0.2717 0.2955 0.2760 0.2672 0.2764 0.2814 0.2915 0.3032
(0.3771) (0.3532) (0.3358) (0.3837) (0.3772) (0.3331) (0.4119) (0.3935)
CC(work) 0.954 0.957 (0.639) | 0.964 (0.698) | 0.957 (0.515) | 0.959 (0.639) | 0.962 (0.651) 0.954 0.953
(0.748) : : : : : : : : : : (0.698) (0.502)
0.922 0.948 0.916
CC(free) 0.479) 0.953 (0.613) | 0.963 (0.738) | 0.947 (0.420) | 0.932 (0.465) | 0.955 (0.574) 0.514) (0.400)
Number of non- 4589 4365 2317 2347 4502 4579 4531 4604
hydrogen atoms
macromolecules 4540 4269 2267 2310 4433 4506 4413 4509
ligands 25 42 25 25 38 42 38 42
solvent 24 54 25 12 31 31 80 53
Protein residues 601 585 303 303 599 599 591 605
RMS(bonds) 0.008 0.01 0.008 0.002 0.009 0.004 0.015 0.009
RMS(angles) 0.94 0.99 1.01 0.57 0.98 07 1.14 0.92
Ramachandran 94.76 97.68 96.62 96.66 97.23 98.11 97.33 97.45
favored (%)
Ramachandran 5.24 2.32 3.38 3.34 2.6 1.72 2.49 2.38
allowed (%)
Ramachandran 0 0 0 0 0.17 0.17 0.18 0.17
outliers (%)
Rotamer
outliers (%) 0 0.23 0 0 0.43 0 0.21 0
Clashscore 7.5 3.99 4.71 5.48 6.71 3.84 8.22 5.1




Average B-

494 40.26 56.53 63.66 441 48.58 33.91 37.93

factor
macromolecules 49.35 40.11 56.35 63.09 43.98 48.12 33.78 37.84
ligands 60.21 54.15 734 122.98 61.63 99.97 55.66 50.55
solvent 48.32 41.14 55.62 49.68 39.64 46.39 30.93 35.8

(One crystal for each structure)

* Values in parentheses are for the highest-resolution shell.




Solvent Response Curves
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Supplementary Figure 1. Assay optimization for solvent and detergent. (A) The
effect of solvents on enzymatic activity of MP™. (B) Activity loss from removal of detergent
rescued with addition of BSA.
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Supplementary Figure 2.1 Non-covalent docking hits or compounds with >30%
inhibition from first virtual screen.
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Supplementary Figure 2.2 Non-covalent
inhibition from first virtual screen.
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Supplementary Figure 2.3 Non-covalent docking hits from second virtual screen.
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Supplementary Figure 2.4 Non-covalent docking hits from second virtual screen.
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Supplementary Figure 3. Evaluating aggregation potential of initial docking hits
and potent analogs. (A,C) Enzymatic inhibition by aggregation tested against AmpC and
MDH (with or without 0.01% Triton X-100 detergent). (B,D) Compounds observed in DLS
for forming colloidal-like particles where values above 10° have the potential for
aggregating.
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Supplementary Figure 4. LigPlot visualization
interactions in newly solved structures.
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Supplementary Figure 5. Docked poses of covalent hits. (A) Aldehydes. (B) Nitriles.

Covalent bonds between the warhead and Cys145 and not explicitly modeled in docking.
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Supplementary Figure 6. Reversibility of compound ‘7021. Both 2X and 10X
concentrations of enzyme and ‘7021 inhibitor were co-incubated for 1-hour. By Le
Chatelier’s princiciple, the 10X incubation should lead to more inhibited enzyme product.
Both 2X and 10X incubations were diluted to 1X concentrations with final substrate
concentration of 1X NSP7. Both co-incubations yielded the same velocity, evincing
concentration dependent diffusion of the enzyme-inhibitor complex, thus evincing the
reversibility of the ‘7021 compound.
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Supplementary Figure 9. LigPlot visualization of
interactions in newly solved structures.
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Supplementary Figure 10. Pan-viral enzymatic activities. Michaelis-Menten kinetics
were ran side-by-side with the optimized NSP7 substrate for SARS-CoV-2 (green),
SARS-CoV-1 (black), and MERS (red) major proteases. Ku values were found to be
12uM, 30uM, and 90uM for SARS-CoV-2, SARS-CoV-1, and MERS, respectively. All
proceeding inhibitory assays were ran with Kv concentrations of substrate.
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Variant Response Comparison
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Supplementary Figure 11. Compound activities against mutant SARS-CoV-2 MP™.,
(A, C) IC50 values for ‘7021, ‘6690, and ‘71001 against a panel of MP™ mutants. (B)
Mutations (blue carbons) shown on the ‘7021 SARS-CoV-2 MP™ crystal structure. WT,
wildtype. All measurements were done in triplicate.
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Supplementary Figure 12. Compound analytical data.
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MSD2 TIC, MS File (D:\WORK\D\03\03_30\L236678D\SAMPL000021.D) ES-API, Scan, Frag: 100, "NEG"
g [10.979
30000 I
20000 f
3 ‘ o~ N
10000 ] ) N e~ PR N
o+ — — E— ‘ ; ‘ — ;
0.5 1 1.5 min|
ADC1 A, ADC1 (D:\WORK\D\03\03_30\L236678D\SAMPL000021.D)
mV_g
454
404 |
35 |
304 o R o
- T T ‘ T T ‘ T ‘ T T T
0.5 1 15 min|
*MSD1 SPC, time=0.979 of D:\WORK\D\03\03_30\L236678D\SAMPL000021.D ES-API, Scan, Frag: 100, "POS"
E 261.0
RT 0.979 507
1 | 264.0
01— ‘ . . — — . |
100 0 500 m/2
*MSD2 SPC, time=0.975 of D:\WORK\D\03\03_30\L236678D\SAMPL000021.0 ES-API, Scan, Frag: 100, "NEG"
E 259.0
RT 0.979 507
o] 1268 | 2620 | 297.0
_ —t — T T T “ — I T T T
200 300 400 500 m/2

71129289650



Elissa Fink
Supplementary Figure 12. Compound analytical data.
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Ret Time: 0.887 min DAD1 A, Sig=215,10 Ref=off (D:\DATA\0410\L239420D\SAMPL020.D)
mAU ] “'-.0.887
N 400 - “\
] |
200 [
N 1 [ S N — R —
0 T — T T T T T T T
o 0 0.5 1 1.5 min|
DAD1 B, Sig=254,10 Ref=off (D:\DATA\0410\L239420D\SAMPL020.D)
mAU 3 1
NH E I\
150 3 Il
100~ i
50 I
o4~ o I B U S
Mol Wt 262.31 0 ' 05 ] "4 ' S
Exact Mass 262.13 MSD1 TIC, MS File (D:\DATA\0410\L239420D\SAMPL020.D) API-ES, Scan, Frag: 120, "Pos"
# Time Area% E 9909
————————————————— 1000000 | |
1 0.887 100.00 ]
500000 | \
] B/ N — S
04 — ‘ — — —
0 0.5 1 15 min|
MSD2 TIC, MS File (D:\DATA\0410\L239420D\SAMPL020.D) , Scan, Frag: 120, "Neg"
E S~
80000 - 0.910 /
60000 -] I8\ P
40000 - /o o
20000 ] B JoN\ -
i ——— ‘ ‘ — —
0 0.5 1 15 min|
ADC1 A, ADC1 ELSD (D:\DATA\0410\L239420D\SAMPL020.D)
mV 3
50— :
48 [
46 [\
44 7 I N —_— — .
a T ‘ ‘ T I T T
0 0.5 1 1.5 min|
*MSD1 SPC, time=0.906 of D\DATA\0410\L239420D\SAMPL020.D API-ES, Scan, Frag: 120, "Pos"
263.1
RT 0.909 50 264.0
0 ‘ S S S, : ‘
100 200 300 400 500 m/z
*MSD2 SPC, time=0.916 of D:\DATA\0410\L239420D\SAMPL020.D , Scan, Frag: 120, "Neg"
20 261.1
297.0
RT 0.910 10
) ‘142'1 2620 \dz;s.o 5172 545.1
100 200 300 400 500 m/2
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MaxPeak: 100.00%
Ret Time: 1.173 min

Q227951%2

DAD1 A, Sig=215,16 Ref=off (D:\DATE\APR\1404\L.240290D-PART1\017-D6B-B1-Q227951$2.D)

mAU "‘1.173
600 I
0 0 400 f
F 200 I\
e —
C] 0 ‘ T T T T ‘ T T T T ‘ T T T | T T
72 0 0.5 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\APRV1404\L240290D-PART1\017-D6B-B1-Q227951$2.D)
N mAU ‘l‘
N
ENY 300 |
o 200 I
100 i
0 o I | G I
Mol Wt 320.7 0 | 05 ' R ' 1.5 ' min
Exact Mass 320.04 MSD1 TIC, MS File (DADATEVAPR\1404\L240290D-PART1\017-D6B-B1-Q227951$2.D) ES-API, Fast Scan, Fr
# Time Area 400000 - /1183
----------------- 300000 [
1 1.173 100.00 200000 1 A A
] 0 S G /)
100000 — N
3 -/ e e
\ T T T T T . :
0 05 1 15 min
MSD2 TIC, MS File (D\DATEVAPR\1404\L240290D-PART1\017-D6B-B1-Q227951$2.D) ES-API, Fast Scan, Fr
60000 |1-180
40000 I
20000 [
0 _: N \\&r,,,i -
: . e : : :
0 05 1 1.5 min
ELSTA, ELSTA, ELSD Signal (D:\DATEVAPR\1404\[240290D-PART1\017-D6B-B1-Q227951$2.D)
LSu I
Il
12 ‘w‘}
115 i
11 i
ves-—
0 05 1 1.5 min
"MSD1 SPC, time=1.185 of DADATE\APR\1404\[240290D-PART1\017-D6B-B1-Q227951$2.D ES-API, Fast Scan, Frag: 100, "PO
40 321.0
157.0
RT 1.183 20 323.0
. 158.0 | |uee | 4088
e e i . e S : :
100 200 300 400 500 m/z
"MSD2 SPC, time=1.179 of DADATEVAPR\1404\L240290D-PART1\017-D6B-B1-Q227951$2.0 ES-API, Fast Scan, Frag: 100, "NE
75 321.0
5 356.8
RT 1.180 25 8228
' 18.6 | 366.6
0 N RN b S ' o P S S S UV
200 300 400 500 m/z
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MaxPeak: 100.00%
Ret Time: 1.333 min Q227954$3
~ DAD1 A, Sig=215,16 Ref=off (D\DATE\0414\L240219D\044-D6B-E7-Q227954$3.D)
o mAU - |1.333
300 3 f
0 1 i
200 5 i
100 3 e
E ~_
0 0 ‘ ‘ ; ‘ T T T T T \ ‘ ‘ ‘ ‘ T T i T i
| 0 0.5 1 1.5 min
) o=s—o DAD1 B, Sig=254,16 Ref=off (D\DATE\0414\L240219D\044-D6B-E7-Q227954$3 D)
0 mAU 3 I
E I\
100 5 l
50 [ | G
0 —f— — | -
E |
i . T T T
. . min|
Mol Wt 342.41 MSD1 TIC, MS File (D:\DATE\0414\L240219D\044-D6B-E7-Q227954$3.D) ES-API, Scan, Frag: 100, "POS"
Exact Mass 342.13 3 11.340
| i
# Time Area% 200000 3 [
_________________ 150000 3 [
1 1.333 100.00 100000 I
50000 3 | '\\
0y — |
0 0.5 1 1.5 min|
MSD2 TIC, MS File (D\DATE\0414\L240219D\044-D6B-E7-Q227954%$3.D) ES-API, Scan, Frag: 100, "NEG"
E 11.341
6000 A A
1 [ / AV, “‘\
4000 YA [ A\A \
1 / \_ “:‘ J ‘)/‘u" ;|\ \\/ A
2000 A N SN 1 VN
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1 T T T | T T T T ‘ | T T T T
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ELS1 A, ELS1A, ELSD Signal (D\DATE\0414\L240219D\044-D6B-E7-Q227954$3 D)
LsU ] |
] 1
14 7 I
] [l
i |
123 i
10 4 B R B . | .‘\ e
— —_——
0 0.5 1 15 min
“MSD1 SPC, time=1.339 of D:\DATE\0414\L240219D\044-D6B-E7-Q227954$3.D ES-API, Scan, Frag: 100, "POS"
343.2
50
RT 1.340
97.2 ‘|182-2 3452
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*MSD2 SPC, time=1.343 of D:\DATE\0414\L240219D\044-D6B-E7-Q227954$3.D ES-API, Scan, Frag: 100, "NEG"
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RT 1.341 os 024 161.6 its - 326.8 412.5 ‘ n
G [Los| 213|272, | 2o88 || sppd ef4s |1, g0 556
100 200 300 400 500 m/z

71564333798 _(ZINC000271072260)



<
)
I

4.5

3.0

2.5

2.0

1.5

~1.0

0.0

T
111

Q.L
YT o
9T'T
91T
81T
ST
171
[
w1
€21
vz1 4

mo..ﬁ#

E o

|

sz
9T ]
ias

221 ]

67T
LS'T
09°T
S9'T
99T
99T
89°T ]
89'T
69T
£L8'T
88'T
06°T
L6°T 7
86'T
66'T
00°C 1

00C
T0C
oswp Ly

oswp 84°¢
oswp 8¢
oswp 6v°¢
OosSwp 6v°C
Ooswp 0S°C
67°€
OdH T€°€
OdH ze'e

9L€
€8¢
€8°¢
88°¢
68°€
€0°L
€0°L
0€°Z
0€°L ]
S0°0T

S0'0T

Z1564333798_(ZINC000271072260)

(o]

U

€S
H\wz
H«WN.N

ST
mMMm.o

e
€€

=TT
=ET'T

f1 (ppm)

16 15 14 13 12 11 10

17



MaxPeak: 91.00% Q228021$4
Ret Time: 1.297 min
DAD1 A, Sig=215,16 Ref=off (D:\WORK\D\04\04_15\L240458D\SAMPL000001.D)
mAU 11.297
300 |
200 |
|
100 \‘ 1.448
[ S kw;J_,‘;_r L"x(;N* o
O ‘ T T T 717‘ ‘ T T T | T T T T | T T T T
0 0.5 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\WORK\D\04\04_15\L240458D\SAMPL000001.D)
mAU ]
I
100 I
I
0F—— e | G
|
|l
Mol Wt 342.44 0 05 R
Exact Mass 342.24 MSD1 TIC, MS File (D:\WORK\D\04\04_15\L240458D\SAMPL000001.D) ES-API, Scan, Frag: 100, "POS"
# Time Area 4000000 /\1.318
————————————————— 3000000
1 1.297 91.00 2000000 o 1469
2 1.448  9.00 A S e N S WA
1000000 / e —
/7
‘ ; ‘ . . . : . . . . | . . . .
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\\WORK\D\04\04_15\L240458D\SAMPL000001.D) ES-API, Scan, Frag: 100, "NEG"
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400000 “‘
200000 P ans
0
0 0.5 1 1.5 min
ADCT A, ELSD (D:\\WORK\D\04\04_15\_240458D\SAMPL000001.D)
mV N
70 I
60 “C
50 A
40 ‘ \‘
303 : = — = \T”’. — :
0 0.5 1 1.5 min
*MSD1 SPC, time=1.316 of DAWORK\D\04\04_15\L240458D\SAMPL000001.D ES-API, Scan, Frag: 100, "POS"
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RT 1.318 50
] | 1672 362.2
0 = Db e ; e s e —
100 500 m/z
*MSD1 SPC, time=1.466 of D:\WORK\D\04\04_15\[240458D\SAMPL000001.D ES-API, Scan, Frag: 100, "POS"
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1 157.2
RT 1.469 50
. 158.2 348.2 378.2
0L e e o ; " i e — |
100 200 300 400 500 m/z
*MSD2 SPC, time=1.320 of D:\WORK\D\04\04_15\[240458D\SAMPL000001.D ES-API, Scan, Frag: 100, "NEG"
E 360.2
RT 1.319 507; 361.2
oL : -, . S S S : - : :
100 200 300 400 500 m/z
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MaxPeak: 100.00%
Ret Time: 0.736 min

Mol Wt 341.4

Exact Mass 341.12

# Time Area%

1 0.736 100.00

DADT A, Sig=215,16 Ref=off (D\WORK\D\04\04_15\L240445D-PART 1\007D5B-A6Q22798252.D)
mAU 00.736
400 i
1
200 \‘\
] I o _ — ————
o+
0.5 1 15 min|
DAD1 B, Sig=254,16 Ref=off (D:\WORK\D\04\04_15\[240445D-PART1\007D5B-A6Q22798252.D)
mAU 3 |
200 ‘“‘
. \
100 3 |
B e - R
] |
——
0.5 1 1.5 min|
MSD1 TIC, MS File (D:\WORK\D\04\04_15\L 240445D-PART 1\007D5B-A6Q227982$2.D) ES-API, Scan, Frag: 10
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750000 I
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e I~ e ———
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3000
2000 - |
10003 VLA AT
04 -\ ~
———
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ADC1 A, ADCTA, ELSD (D:\WORK\D\04\04_15\L240445D-PART1\007D5B-A6Q22798252.D)
mV ] i\
60 [
407 i
20 1
] J N
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50

. 1 .
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MaxPeak:
Ret Time:

HO

Mol Wt

100.00%
0.886 min

N
N

Z

4

J
288.36

S

Q227994 %1

DADT A, Sig=215,16 Ref=off (D:\D\04_15\L240411D-PART1\032-D6B-D4-Q227994$1.D)
10.886

750 |

500 '

250 I

mAU

‘ T T - ‘ T T T ‘ T |
0 0.5 1 1.5
DAD1 B, Sig=254,16 Ref=off (D:\D\04_15\L240411D-PART1\032-D6B-D4-Q227994$1.D)
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150 |
100 |
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-50 3 S
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\
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1
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MSD1 TIC, MS File (D:\D\04_15\L240411D-PART1\032-D6B-D4-Q227994$1.D) ES-API, Fast Scan, Frag: 100,
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MaxPeak:
Ret Time: 0.772 min

mAU 1 |0.772
] I
il |
N 600 M
400 |
7 200 7 I\
N E Y I G B —
0 — : — ‘ ‘
N 0 0.5 1 15 min
= DAD1 B, Sig=254,16 Ref=off (D:\DATE\0414\240303D\009-D5F-A8-Q227995$4.D)
mAU ] "‘
0] NN ] I
. | 400 “
200 |
o\ - ) .
— — ‘ :
0.5 1 1.5 min|
Mol Wt 337.8 MSD1 TIC, MS File (D:\DATE\0414\L240303D\009-D5F-A8-Q227995%4.D) ES-API, Fast Scan, Frag: 100, "P(
Exact Mass 337.12 E 10.783
. 1500000 Il
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_________________ 1000000 I
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il P | \
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U — ‘\r —————y =
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MaxPeak: 100.

-

N

andl

andl

00%
Ret Time: 1.043 min

Q227980%2

DAD1 A, Sig=215,16 Ref=off (D:\DATE\APR\1504\[240443D\SAMPL000053.D)
mAU 11.043
400
300 (|
200 I
100 [\

0.5 1 1.5

min

DAD1 B, Sig=254,16 Ref=off (D:\DATE\APR\1504\L.240443D\SAMPL000053.D)

[N NN FEEE

] -— /o -

Mol Wt 317.38 P \ ‘ —

Exact Mass

# Time Area%

1 1.043 100.0

317.

0

0.5 1 1.5

min

18 MSD1 TIC, MS File (D:\DATE\APR\1504\L.240443D\SAMPL000053.D) ES-API, Scan, Frag: 100, "POS"
/\1.056

2000000
1500000
1000000

500000

1 \
0.5 1 1.5

MSD2 TIC, MS File (D:\DATE\APR\1504\L240443D\SAMPL000053.D) ES-API, Scan, Frag: 100, "NEG"

100000 j VA

/
75000 /
50000 e
o
25000 1057 -
———— S
0.5 1 1.5 min
ADC1 A, ELSD (D:\DATE\APR\1504\[240443D\SAMPL000053.D)
mV
100 I
80 [
60 I
40 ) |
| . . . ‘ : : ‘ : : :
0.5 1 1.5 min
*MSD1 SPC, time=1.056 of D:\DATE\APR\1504\L240443D\SAMPL000053.D ES-API, Scan, Frag: 100, "POS"
g 318.2
RT 1.056 502 319.2
04—y b e . | ‘; ; S . | . .
100 200 300 400 500 m/z
*MSD2 SPC, time=1.061 of D\DATE\APR\1504\240443D\SAMPL000053.D ES-API, Scan, Frag: 100, "NEG"
014 352.2
RT 1.057 0.05 113.0 1712
:. |9‘1'0\ i .\ S B ) | \2]0\'\ Ly nm?u. ‘.‘ ‘m - .%M Il hHMuHI? %Mu‘\\umﬁqn\m T nﬁl?guzn mh\u%sﬁ 0 1 \I??S'?ﬁe?\'? \5‘9‘
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MaxPeak: 100.00%
Ret Time: 1.255 min

Mol Wt 323.43 o s 1 s T i

Exact Mass 323.24 MSD1 TIC, MS File (D:\DATA\04\0414\L240183D-PART1\002-D6F-E2-Q228024$1.D) ES-API, Fast Scan, Frag

# Time Area%

1 1.255 100.00

)

02280245 LT

DAD1 A, Sig=215,16 Ref=off (D:\DATA\04\0414\_240183D-PART 11002
mAU [1.255
600 ﬂ
400 l
200 I

‘ T AI.“' T - | T ‘ T T | T T T
0 0.5 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\DATA\04\0414\L240183D-PART1\002-D6F-E2-Q228024$1.D)

mAU ]

1000000
500000

11.269
2000000 i
1500000 I
0

T T T T T T T T T T T

min|

o

0.5 1 1.5
MSD2 TIC, MS File (D:\DATA\04\0414\L240183D-PART1\002-D6F-E2-Q228024$1.D) ES-API, Fast Scan, Frag
/\1.266

2000
1500
1000

500

0 \ VA \ / A /\’A\/, ~
‘ T T T : : ‘ T T T r :

0 0.5 1 1.5 min|
ELS1 A, ELS1A, ELSD Signal (D:\DATA\04\0414\L.240183D-PART1\002-D6F-E2-Q228024%1.D)

AAA A\

Lsu

13 i
12 I
11 A
10

‘ T T I ‘ T T I T I’ T
0 0.5 1 1.5 min

RT 1.269

*MSD1 SPC, time=1.270 of D:\DATA\04\0414\L240183D-PART1\002-D6F-E2-Q228024$1.D ES-API, Fast Scan, Frag: 100, "POS"
3244

325.4

I I ] r
100 200 300 400 500 m/z

RT 1.266

*MSD2 SPC, time=1.264 of D:\DATA\04\0414\L240183D-PART1\002-D6F-E2-Q228024$1.D ES-API, Fast Scan, Frag: 100, "NEG"

351.0 3870

397.4
L 4 486.8

160.4

112.6 ‘ 170.4 2488 | 3734, 0838 526.4 59:
| L1 Ll | 1]

S T . SN T O .

100 200 300 400 500 m/2

255.0
323’2
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MaxPeak: 100.

Ret Time: 1.053 min

00%

Q22

s00053 I

DAD1 A, Sig=215,16 Ref=off (D:\DATA\0416\L240990D-PART1\013-D5B-

S mAU 3 11.053
N 3 ‘|
74 \ 750 |
500 - |
N=— 250 4 I
E I o - N . S
0 —— R — E— ‘
N 0 0.5 1 15 min
DAD1 B, Sig=254,16 Ref=off (D:\DATA\0416\L240990D-PART 1\013-D5B-C2-Q228009$3.D)
O mAU *E ‘i‘
N 600 - ,
\ 4007 “
200 |
Mol Wt 312.39 04 — ~ - -
— — — :
Exact Mass 312.12 0 , 05 1 1.5 min
. . MSD1 TIC, MS File (D:\DATA\0416\L240990D-PART1\013-D5B-C2-Q228009$3.D) ES-API, Fast Scan, Frag: 1
# Time Area% )
----------------- 1000000 - ;\‘1 064
1 1.053 100.00 750000 = N
500000 - |
250000 r
E V@ N o
04 — — . —— ‘
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATA\0416\L240990D-PART 1\013-D5B-C2-Q228009$3.D) ES-API, Fast Scan, Frag: 1
1 . 11.067
1500 A
1000 Y
500 | NS W
04 e M\ AN IS
bt A S A A LA — —— :
0 0.5 1 1.5 min
ELS1 A, ELS1A, ELSD Signal (D:\DATA\0416\L240990D-PART 1\013-D5B-C2-Q228009$3.D)
LSU I
] |
T |
143 I
12 [
10 B I L - -
, — — — ‘
0 0.5 1 1.5 min|
*MSD1 SPC, time=1.059 of D\DATA\0416\L240990D-PART 1\013-D5B-C2-Q228009$3.D0 ES-API, Fast Scan, Frag: 100, "POS"
E 313.2
RT 1.064 507
] 315.2
o+ . e — ——
100 200 300 400 500 m/z
*MSD2 SPC, time=1.065 of D:\DATA\0416\L240990D-PART1\013-D5B-C2-Q228009$3.D ES-API, Fast Scan, Frag: 100, "NEG"
607: 250.0 326.6 380.2 454.8
] 487.0
RT 1.067 40 82.6 340.8 3828 4066 50,0 533.0 57
- 219.6 ‘ ‘ 6.8 1 ‘ ‘
S I S N | B NNITI cce N | S T O A
250 300 350 400 450 500 550 m/z

72000267872_(ZINC000336912805)
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MaxPeak: 97.45
Ret Time: 1.408 min Q260270$3
. ; DAD1 A, Sig=215,10 Ref=off (D:\DATE\04 17\L241827D-PART1\EXP00026.D)
mAU 1 1408
400 -] l
|
~ |
| |
200 I
r ] V=R WAL L
o /O 0 B T — | — ‘ T T ‘ T T T | T T
/4 0.5 1 1.5 min
//S DAD1 B, Sig=254,10 Ref=off (D:\DATE\04 17\L241827D-PART1\EXP00026.D)
0 mAU —; A
cl cl 60 - ‘\
40 1
20 I A U
] N U — B —
[ ‘\ - e
A ‘\ T T ‘ T ‘ T I 1
0 05 1 1.5 min
Mol Wt 381.18 MSD1 TIC, MS File (DADATE\04 17\L241827D-PART T\EXP00026.D) API-ES, Scan, Frag: 120, "Pos"
Exact Mass  379.95 190000 3 /1429 )
# Time Area$% E /\ -
_________________ 75000 - SN~
1 1.408 97.45 50000 5 P
2 1.461  2.55 280003 o~ — — )
— . — : —
0 05 1 1.5 min
MSD2 TIC, MS File (D:\DATE\04 17\L241827D-PART1\EXP00026.D) , Scan, Frag: 120, "Neg"
20000 4 /
15000 = 1 429 /
10000
5000 3 \/
P [
7 T T T T ‘ T ‘ T T T
0 05 1 15 min
ADCT A, ADCT ELSD (D7\DATE\04 17\L241827D-PARTT\EXP00026.D)
mV 3 N
50 \
4757 [
45 JERN
425 —— = S —— ;
0 0.5 1 1.5 min|
"MSD1 SPC, time=1.429 of D:\DATE\04 17\L241827D-PART1\EXP00026.D API-ES, Scan, Frag: 120, "Pos"
0.75 5 353.1 397.8
0.5 382.8
RT 1.429 E
0.25 3 100.9 | 169.2 2213 263‘1 2982 |3 H \F 4177 44sp 5225 554.1
01, .‘\. STSIST P B YT il m\u[ .mm mh u m T, \H Il mu il | : i h i 5 ‘.‘h:\dw‘ \‘.IV\.‘ it u
100 500 m/2
*MSD2 SPC, time=1.419 of D:\DATE\04 17\L241827D-PART1\EXP00026.D | Scan, Frag: 120, "Neg"
E 174.9 4713 |505.2 554.5
0.04 3 156/9
BT 1.429 002 323 1 | 363.0 ‘ 4oj. 439.0 465.0 517 59
) 02 128.9 207.0 255.1 ‘ ‘ ‘
] | [ ?10 | . ‘l | , , . \IIPZAI\ “| 3?7'\\ H HOP ‘m| ? ?‘Imﬂ m \H\“ \\5‘1P \ FP‘MEﬂs‘Z ‘
200 300 400 500 m/3

71958664470_(ZINCO00795258204)
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Ret Time: 1.212 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\0422\[241932D\SAMPL000007.D)
mAU ] 11.212
o E fi
400 |
200 “\
0 ,: — — — ,,,JL\[ S— e N o
T T ‘ T I T T ‘ T T
N 0.5 1 1.5 min
0 DAD1 B, Sig=254,16 Ref=off (D:\DATA\0422\[241932D\SAMPL000007.D)
0 mAU ] |
NJg 400 ‘\
o |
] 200 I
] I
0] - e — —J —
Mol Wt 362.38 ‘ " 05 ' 1 ' i'5 i
Exact Mass 362.14 MSD1 TIC, MS File (D:\DATA\0422\L241932D\SAMPL000007.D) ES-API, Scan, Frag: 100, "POS
# Time Area% E 3‘/\\1.233
————————————————— 3000000? / AN - DAL %j: !\:‘\\
1 1.212 100.00 2000000 — T~
10000004 S
: — : | : — :
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATA\0422\L241932D\SAMPL000007.D) ES-API, Scan, Frag: 100, "NEG"
= (1234
1 N N
400000 -] H /
] | “'-: //// -
200000 AN —
o - . ) L -
o+
0.5 1 1.5 min
ADC1 A, ELSD (D:\DATA\0422\[241932D\SAMPL000007.D)
mV N
40 A
o R B
. — . | — :
0.5 1 1.5 min|
*MSD1 SPC, time=1.232 of D:\DATA\0422\[241932D\SAMPL000007.D ES-API, Scan, Frag: 100, "POS"
E 157.0
1 363.2
RT 1.233 50
e b DB S L B SRS SSEES— —
100 200 300 400 500 m/2
*MSD2 SPC, time=1.237 of D:\DATA\0422\[241932D\SAMPL000007.D ES-API, Scan, Frag: 100, "NEG"
E 397.0
RT 1.234 50 408.2
] 3612 | 401.2
0_ ‘ . - ‘ s ; i - Ix. . . ; ) e - - ‘ s |
100 200 300 400 500 m/7

71697490576_(ZINCO00274326055)
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MaxPeak:
Ret Time:

100.00%
1.204 min

/
<

-

Mol Wt

N

359.42

Q260188%1

DAD1 A, Sig=215,10 Ref=off (D:\D\04_22\L241967D\SAMPL002.D)

mAU
400 f
300
200 I

10 I

0 — _

‘ T T T ‘ T T
0 0.5 1

min|

DAD1 B, Sig=254,10 Ref=off (D:\D\04_22\[241967D\SAMPL002.D)

mAU E| f
753 il
50 5 il
25 AN

[

fmm
|
|
|

o

0.5 1

1.5

Exact Mass

359.19

# Time

1.204

Area%

100.00

1500000
1000000
500000
0

MSD1 TIC, MS File (D:\D\04_22\L241967D\SAMPL002.D) API-ES, Scan, Frag: 120, "Pos’
11.232

1
0.5 1

o

30000
20000
10000

MSD2 TIC, MS File (D:\D\04_22\L241967D\SAMPL002.D) , Scan, Frag: 120, "Neg"

L b b b

o

mV

48
46

42

44

T T T T T T T T

T
0 0.5 1

min|

RT 1.232

50

*MSD1 SPC

time=1.226 of D:\D\04_22\L241967D\SAMPL002.D API-ES, Scan, Frag: 120,
360.1

"Bos"

361.0

100

300 400 500

7430141838_(ZINC0O00915668084)
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MaxPeak:
Ret Time:

Br

Mol Wt

Exact Mass
# Time A

1 1.411 9

RT 1.430

RT 1.606

RT 1.435

96.66%

Laain | Q26027691

DAD1 A, Sig=215,10 Ref=off (D:\DATE\0423\L241943D-PART2\SAMPL001.D)

o mAU [1.411
300 “‘.
200 I
100 I A G LR
N . ——— —
0 [ [ [ [
0 0.5 1 15 min
DAD1 B, Sig=254,10 Ref=off (D:\DATE\0423\L241943D-PART2\SAMPL001.D)
0 mAU ‘F“
i
N 50 t
S 25 e
S -
\;N 04— -
25 |
[ T I I I
0 0.5 1 1.5 min
393.3 MSD1 TIC, MS File (D:\DATE\0423\L241943D-PART2\SAMPL001.D) API-ES, Scan, Frag: 120, "Pos"
394.04 2000000 \1.430
rea% 1500000 ‘
g‘gg“ 1000000 [
: 500000
3.34 o . _ : — —
0 [ I I !
0 0.5 1
MSD2 TIC, MS File (D\DATE\0423\ 241943D-PART2\SAMPL001.D) , Scan, Frag: 120, "Neg"
e
100000 1.435 v e
s
50000 PV
0 : e B
0 0.5 1 1.5 min|
ADC1 B, ELSD (DA\DATE\0423\L241943D-PART2\SAMPL001.D)
mv
30 [
[\
25 - - B /; \;,, N
20 [ I I I
0 0.5 1 1.5 min|
"MSD1 SPC, time=1.425 of D:\DATE\0423\L241943D-PART2\SAMPLO01.D API-ES, Scan, Frag: 120, "Pos"
E 395.0
50
] | 417.0
0- el . ‘ . s | VR - . ‘
100 200 300 400 500 m/z
*MSD1 SPC, time=1.606 of D:\DATE\0423\L241943D-PART2\SAMPLO01.D API-ES, Scan, Frag: 120, "Pos"
E 4422
50
] 386.1 4441 4883
S S . St s ‘
100 200 300 400 500 m/2
*MSD2 SPC, time=1.435 of D:\DATE\0423\L241943D-PART2\SAMPLO01.D , Scan, Frag: 120, "Neg"
] 3909 4289
50 162.8 H‘ZG 9
0ol | 131 ,“1“‘%% o1 ‘1“9‘0'9‘“‘21\‘9.;? H,m,‘.“.‘Zﬂ%\g‘l‘3??1-|‘?,m.w““‘?4‘?”7" ! h ‘.\\W.‘“%}  434:1,.4650, n.ﬁ‘. A2 1 “‘57.‘8‘5
100 200 300 400 500 m/2
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MaxPeak: 100.00%
Ret Time: 1.041 min

N

N

Mol W 35942
Exact Mass ~ 359.19

# THme Dreas

1 1.041 100.00

H334205 IVIATHN

DAD1 A Sig=215,16 Ref=off (D:\DATE2022IVAI\ 2505\ 489884R054-D1B-F4-H2334205.D)

my 11.041
600 |
400 ('
I L U - - )
\ . . . . ‘ . i : . :
0 05 1 1.5 rin
DAD1 B, Sg=254, 16 Ref=off (D\DATE2022VAN2506\ 489884R 064-D1B-F4-H2334206.D)
mAU .

100 A

= W I\ .
o4 N0

50 |

I
) 05 1 1.5 mir)

MSD1 TIC, M5 Fle (D\DATE 2022V 2506\ 480884R 064 DB F4 H2334206.0) ESAPI, Fast Scan, Frag: 1
11.064

\ 1 1
(0] 0.5 1 1.5 mir)

. e —— Y N
T

0

MSD2 TIC, MS Fle (D\DATE\2022IVA2505\ 489884R054-D1B-F4-H2334205.D) ES-AP, Fast Scan, Frag: 1

/J\/} R
Y VAR
777“‘/'\\/7\//17"“ \\”/'\x‘ \.\/,/ N h

EEL

N A
et s — — .

I I
0] 0.5 1 1.5 ir)

E.S1 A B S1A B SD Sigd (D\DATE2022MAIN2505\L 489884R054-D1B-F4-H2334205.D)

LSU - I
20 I
] M
- |
15 i
] [
10 1 T T T T T I 7/‘ I‘\ li T T — li
0 05 1 1.5 i
“VBD1 SPC, time=1.058 of D\DATE2022VAI\2505\489834R054-D1B-F4-H2334206.D ES-AHI, Fast Scan, Frag: 100, "POS”
3602
RT 1.054 0 1.2
0 L.
T [ T i [ [ T
100 200 300 400 500 %

7430143532_(ZINC000512479458)
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Ret Time: 1.099 min
DAD1 A, Sg=215, 16 Ref=off (D\DATAAPRIL\0422\ 242009D\SANVPL000015.D)
N AU{ |1.099
I ] f
7 N 4CDj |
Z ] I
N N\ ZD_— | ‘\
] e RN .
0- . | . | ‘ | .
HN 05 1 1.5 rvin)
DAD1 B, Sig=254, 16 Ref=off (D\DATAAPRIL\0422\ 242009D\SANVPLO00015.D)
mAU— l‘
400 i
] \
4 ) 200 |
0—N ] I\
0 ! A" — —_— S —
Mol W 35942 ' o5 | T " s il
FExact Viass 359.2 VBD1 TIC, VS File (D\DATAAPRIL0422\L 2420090D.SAVPLO00015.D) ES-APT, Scan, Frag: 100, "POS”
# Time Areads ] 11.112
————————————————— 400000 [
1 1.099 100.00 ] I
200000 I
: — — - — — B 7,[“ 7\'1"—7777 — e e
O_ T ‘ T T | T T T | T
05 1 1.5 rvir}
VBLR2 TIC, VS File (D\DATAAPRIN0422\ 242009DSAVPL000015.D) ES-API, Scan, Frag: 100, "NEG'
E 11.114
80000 N
60000 I
40000
0 —— — —_ | ;
05 1 1.5 rvir}
ADC1 A, ELSD (D\DATAAPRIL\0422 242009DSAVPLO00015.D)
mV J
50 “(
40- I
30+ : — — :
05 1 1.5 rin)
*VBD1 SPC, time=1.112 of D\DATAAPRIN0422\ 242009D:SAVPLO00015.D ES-AP, Scan, Frag: 100, "POS”
E 360.2
RT 1.112 %0
. \ 322
0L — : | e — |
100 200 300 400 500 N
*VBDR SPC, time=1.116 of D\DATAAPRIN0422\ 242009D:SAVPLO00015.D ES-AR, Scan, Frag: 100, "NEG'
E 3582
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RT 1.114 ]
: |359.2 e
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Ret Time: 1.386 min DADT A, Sig=215,16 Ref=off (D:\DATE\0424\[242277D\SAMPL000018
mAU 1386
600 \\
400 I
200 I
01 . —— — ”.‘u‘ - _—
o N. 05 1 15 min|
Y DAD1 B, Sig=254,16 Ref=off (D:\DATE\0424\L242277D\SAMPL000018 D)
N mAU J |
5 50+ I
] il
Br / \ 0 \\(\\ — _ o ,, \\_ o [
=y 50 L‘
MOl Wt 360.2 ‘ I 0‘5 I l % l K 1‘5 I ‘ ‘mln
MSD1 TIC, MS File (D:\DATE\0424\[242277D\SAMPL000018.D) ES-API, Scan, Frag: 100, "POS"
Exact Mass 359.04 + MS File ( ) »Sean. rrag
# Time Area% 500000 ‘5\\1'408
_________________ 400000 /|
1 1.386 100.00 300000 [
200000 I
100000 S i
od N
: — S— — . :
. 1 . min|
MSD2 TIC, MS File (D:\DATE\0424\[242277D\SAMPL000018.D) ES-API, Scan, Frag: 100, "NEG"
15000 '/\\
E 1411 [
. A A / \/ W
10000 AVAVS VAW
5000 B NN
0 . D e — AN A
e e — : ‘
0.5 1 15 min
ADC1 A, ADC1 (D:\DATE\0424\L242277D\SAMPL000018.D)
mVj N
50 - [
40
0 —— -— %“ —
0.5 1 15 min
*MSD1 SPC, time=1.406 of D:\DATE\0424\242277D\SAMPL000018.D ES-API, Scan, Frag: 100, "POS"
E 362.0
RT 1.408 %0
04 i S — 113640, : _ |
100 200 300 400 500 m/7
*MSD2 SPC, time=1.410 of D:\DATE\0424\242277D\SAMPL000018.D ES-API, Scan, Frag: 100, "NEG"
02] 358.0
1 930 2550 5810
RT 1.411 0.1 ‘ 9.8 fe, ‘ jﬁ #F Bep ‘ ‘L 4372 4720 5722
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Ret Time: 1.291 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\0423\L242421D\SAMPL000015.D)
mAU 11.291
800 |
600 |
400 ".
0 N 200 |
z 0 ‘ . i — 7|7 : : ‘ : J I\—ﬁ : —
= 0 0.5 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\DATA\0423\[242421D\SAMPL000015.D)
0 N mAU . “’\\\,‘/7 SR ‘\"
| —_— \
| 20 ‘ L N
J -40
60 |
-80 +—— : | . — . : :
Mol Wt 358.43 0 05 J 1'5 i
MSD1 TIC, MS File (D:\DATA\0423\[242421D\SAMPL000015.D) ES-API, Scan, Frag: 100, "POS"
Exact Mass 358.2
# Time Area$% “(.,“1.313
_________________ 6000000 A
1 1.291 100.00 4000000 I\
Y . ] N
2000000 — ——
‘ /rl T I T T [ T T T T ‘ T T T T
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATA\0423\L242421D\SAMPL000015.D) ES-API, Scan, Frag: 100, "NEG"
400000 /\,/
300000 //
200000 1318 -
100000 I
o+ """ — : \ :
0 0.5 1 1.5 min
ADC1 A, ELSD (D:\DATA\0423\L242421D\SAMPL000015.D)
mV 7 ‘;‘”’-
80 [
60 3 |
40
. . | . — . : -
0 0.5 1 1.5 min
*MSD1 SPC, time=1.316 of D:\DATA\0423\L242421D\SAMPL000015.D ES-API, Scan, Frag: 100, "POS"
E 359.2
RT 1.313 507
] | 1672 1361.2
0l s e : . SR . : :
100 200 300 400 500 m/7
*MSD2 SPC, time=1.320 of D:\DATA\0423\L242421D\SAMPL000015.0 ES-API, Scan, Frag: 100, "NEG"
E 91.2 1%91'22 4480
] ' 162.8 '
RT 1.318 50 L ‘ 132 % 283.4 345.&) L ﬁ T 417.2 4460 4852 519.2
= .6‘-‘4 129,09, 154:9, M]\ﬁlﬁ.ﬁh.%m‘-ﬁm Jﬁ.ﬁ%lﬁ\“\‘\Im,l“\i.“h.‘Eﬁ%\rlﬁ.mﬁwﬂ\{'m fil \MI \|\\‘\‘|Hﬁﬂﬁlx%.“\, mnﬂ\m\,mmﬁtnﬁm\\.mm“\ﬁﬂ‘.ﬁ\‘%‘.ﬁﬁ%:‘ﬁt“‘,.d.“.“ﬁ\.?“z‘;?
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MaxPeak: 98.15% Q260286$3
Ret Time: 1.258 min
DAD1 A, Sig=215,10 Ref=off (D:\DATA\04\0427\243031D\SAMPL028.D)
mAU (1.258
200 (
150 I
100 \\ 1.325
— e ~ - ]
_ o 50 [P B
Wooow 05 T I { ' ' '
. NN LN 0 0.5 1 1.5 min
/\(\[( DAD1 B, Sig=254,10 Ref=off (D:\DATA\04\0427\L243031D\SAMPL028 D)
° mAU 7 A
] I
50 /|
] B ki’J“ - — T A -
0F+— [ - N -
Mol Wt 385.52 0 T T T T 0‘5 T T T T % T T T T 1[5 T T T min
Exact Mass 385.22 MSD1 TIC, MS File (D:\DATA\04\0427\L243031D\SAMPL028.D) API-ES, Scan, Frag: 120, "Pos"
# Time Area$ 1 /279
_________________ 1000000
1 1.258 98.15 ]
2 1.325 500000
0 ——
0 min|
1000000
750000 \‘
500000 [\
250000 AN o
1 i
0 0.5 1 15 min
ADC1 B, ELSD (D:\DATA\04\0427\[243031D\SAMPL028.D)
mV
30 [\
25 A
20 - - o . - R J“ \\ ——
| ‘ : : ; : ; ; :
0 0.5 1.5 min|
*MSD1 SPC, time=1.285 of D:\DATA\04\0427\[243031D\SAMPL028.D API-ES, Scan, Frag: 120, "Pos"
E 386.2
50
RT 1.279 ]
] 3882
0 ‘ ; | — ; e e ——— . ‘
100 200 300 400 500 m/z
*MSD2 SPC, time=1.275 of D\DATA\04\0427\[243031D\SAMPL028.D , Scan, Frag: 120, "Neg"
E 430.0
RT 1.278 505
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MaxPeak:
Ret Time:

Mol Wt

Exact Mass

# Time

1.300

RT

RT
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1.324

100.00%
1.300 min

Br

391.26
390.08
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100.00

Q2602145114

DAD1 A, Sig=215,16 Ref=off (D:\WORK\D\05\05_05\L245481D\SAMPL000025.D)
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DAD1 B, Sig=254,16 Ref=off (D:\WORK\D\05\05_05\L24548 1D\SAMPL000025.D)
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Ret Time: 1.498 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\0625\L261371R\028-D5B-C5-Q784757$G.D)
mAU 3 |1.498
E |
750 3 “‘
500 - |
250 = I
N— E e S - A
_A< ° 0 —_— ‘ — :
/)\/\/o . 1.5 min|
N DAD1 B, Sig=254,16 Ref=off (D:\DATA\0625\261371R\028-D5B-C5-Q784757$G.D)
0an mAU 3 “
Br 7 ‘
300 5 ‘\
200 ‘\
100 I\
ol Y ) G
Mol Wi 339.18 s B e "
Exact Mass 338.04 MSD1 TIC, MS File (D:\DATA\0625\L261371R\028-D5B-C5-Q784757$G.D) ES-API, Scan, Frag: 100, "POS"
4 Time Area$ 800000 - )1.508
----------------- 600000 -] \
1 1.498 100.00 400000 I
200000
i~ T S _ - o
0 . : : : : : : : ‘ : — :
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATA\0625\L 26137 1R\028-D5B-C5-Q784757$G.D) ES-API, Scan, Frag: 100, "NEG"
3 /M1.501
15000 M
= | WaV AN
10000 E N /\77/\1‘9 '\/ Y S
50004 | ERAY
of V\J\/\v\/vx\//»/\\/ﬂ¥~/\/w*J\/“J\”“/\ /
. . . : : . . , , [ , , , , [ , , , ,
0.5 1 1.5 min|
ADC1 A, ADC1A, Channel A (D:\DATA\0625\261371R\028-D5B-C5-Q784757$G.D)
mV ,: J‘A‘t
80 M
60 I
404
B J A
. . . . | . . . ‘ ‘ :
0.5 1 1.5 min|
“MSD1 SPC, time=1.504 of D:\DATA\0625\L 26137 1R\028-D5B-C5-Q784757$G.D ES-API, Scan, Frag: 100, "POS"
] 341.0
3 1252
RT 1.508 50
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100 200 300 400 500 m/2
*MSD2 SPC, time=1.500 of D:\DATA\0625\[ 26137 1R\028-D5B-C5-Q784757$G.D ES-API, Scan, Frag: 100, "NEG"
= 499.0
. 303.0 497.2
RT 1.501 50 o 321.2 34 : 4§1T T%OZ.O 5588
0 ] - 86‘8 . ‘ - | . ) I|178|8 - \|?37'9\ | \\‘%77“8 L. ﬂ}’] 2"9\‘\ i ﬁ\?sw% I ?\ﬁu ﬁl‘o‘w L ‘\I 1‘}")4?\0;0\\“ (L '|6||\ 5%”‘9\ | \! .l [ 59
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Ret Time: 1.142 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\0629\L261459D\012-D5B-B2-Q763572$3.D)
mAU [1.142
\
1500 "
1000 |
500 I
(0] L
0- . —— : —
N 0 0.5 1 1. min|
z DAD1 B, Sig=254,16 Ref=off (D:\DATA\0629\L261459D\012-D5B-B2-Q763572$3.D)
\ \ mAU |
Sy B |‘
200 \
| "
100 3
O/ ] o J \‘\‘ S I S S —
04— ——
Mol Wt 330.38 0 o 05 N s T
Exact Mass 330.16 MSD1 TIC, MS File (D:\DATA\0629\261459D\012-D5B-B2-Q763572$3.D) ES-API, Fast Scan, Frag: 100, "POS
- o 3 11.151
# Time Area% 800000 ‘
400000 Al
200000 . ] (N
0£ — / - B T { T - _
: — — : —
0 0.5 1 15 min
MSD2 TIC, MS File (D:\DATA0629\L261459D\012-D5B-B2-Q763572$3.D) ES-API, Fast Scan, Frag: 100, "NEC
11.144
40000 A
30000 |
20000 / \ ,
\ /\ —
10000 e NI W —
0 . — T . | —
0 0.5 1 15 min
ELST A, ELSTA, ELSD Signal (D:\DATA\0629\L261459D\012-D5B-B2-Q763572%3.D)
LSU ] \
4 "
] i
14 “
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124 J‘ “
10 . J - . - — —
0 0.5 1 1.5 min
*MSD1 SPC, time=1.153 of D:\DATA\0629\L261459D\012-D5B-B2-Q763572$3.D ES-API, Fast Scan, Frag: 100, "POS"
g 331.2
50
RT 1.151 ]
’ ) 157.0 3400
T I T ‘\ . T ‘ T T ‘ T - = T ‘ T I T
100 200 300 400 500  m/z
*MSD2 SPC, time=1.147 of D:\DATA\0629\L261459D\012-D5B-B2-Q763572$3.0 ES-API, Fast Scan, Frag: 100, "NEG"
E 383.0
RT 1.144 507
] 2128 | 3748
04— e S g ‘
100 200 300 400 500 m/2
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MaxPeak: 100.00% Q763501$9
Ret Time: 1.477 min
DAD1T A, Sig=215,16 Ref=off (D:\DATA\0630\L262639D\035-D5F-D7-Q763501$9.D)
mAU 3 ‘w 1.477
300 \
E |
200 - | “
o oH 1003 T
H E — -
S N T T T T T T T T T T T T
a \ ’ . . min|
° DAD1 B, Sig=254,16 Ref=off (D:\DATA\0630\L262639D\035-D5F-D7-Q763501$9.D)
mAU —i “
1 I
50- I
0 { B o e T
Mol Wt 337.82 ] |
. — — ; , —
Exact Mass 337.07 _ 0.5 1 1.5 min
. . MSD1 TIC, MS File (D:\DATA\0630\L262639D\035-D5F-D7-Q763501$9.D) ES-API, Scan, Frag: 100, "POS"
# Time Area% _
_________________ ] /1.489
1 1.477 100.00 400000 M
200000 - 0.980
07: — e ,L//\\;rr—,,/'\——, N ) \1\-.\, ]
. —— — . | —
0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATA\0630\L262639D\035-D5F-D7-Q763501$9.D) ES-API, Scan, Frag: 100, "NEG"
1 11.489
150000 [
100000 — A
50000 - |
] - - F\, e ———
- - v v . v
0.5 1 1.5 min
ADC1 B, ELSD (D:\DATA\0630\L262639D\035-D5F-D7-Q763501$9.D)
mAu J N
100 - [
80 |
60 [
40 E T J T T ‘ T — — | j“ T b\r. T T
0.5 1 1.5 min
*MSD1 SPC, time=0.979 of D:\DATA\0630\L262639D\035-D5F-D7-Q763501%9.D ES-API, Scan, Frag: 100, "POS"
E 346.2
50 ] 3280
RT 0.980 1
] “32 "o 362.2
0 “I‘” : - : ‘ C s ‘ ol - I .!.L - \ . . . . I -
100 200 300 400 500 m/z
*MSD1 SPC, time=1.489 of D:\DATA\0630\L262639D\035-D5F-D7-Q76350159.D ES-API, Scan, Frag: 100, "POS”
E 320.0
50 322.0
RT 1.489 1
o] 1472 ] 294.0“‘ 3230 | 3620
- ‘“ I T T T T "|' s o T T —T— T T
100 200 300 400 500 m/z
*MSD2 SPC, time=1.493 of D:\DATA\0630\L262639D\035-D5F-D7-Q763501$9.D ES-API, Scan, Frag: 100, "NEG"
E 336.0
E 338.0
RT 1.489 503
1 215.8 |338.8
07 : : \I‘. ; .‘ . \‘ I : .‘ . e . . ‘ . : 3 . ‘
200 300 400 500 m/z
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MaxPeak: 100.00% Q797696$1
Ret Time: 1.053 min
DAD1 A, Sig=215,16 Ref=off (D:\DATE\JUL\0907\L265580D\040-D6B-E3-Q797696%1.D)
mAU 11.053
] |
F 400 - H
200 i
. - B IS B S - - NS
04 e ‘ ‘ S
0 0.5 1 1.5 min
/</1/ DAD1 B, Sig=254,16 Ref=off (D:\DATE\JUL\0907\L265580D\040-D6B-E3-Q797696$1.D)
N o
o} =z mAU 3 ‘\\
3 |
| |
0 N 100 - I
N & I
50 3 M I
0 é777 o - - [ J -
50 SR ‘ ‘ .
Mol Wt 324.35 0 0's ] 15 min
Exact Mass 324.15 MSD1 TIC, MS File (D:\DATE\JUL\0907\[265580D\040-D6B-E3-Q797696$1.D) ES-API, Scan, Frag: 100, "POS
# Time Area$ 1000000 \1-062
----------------- 750000 4
1 1.053 100.00 500000 - [
250000
04— — f““ —
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATEWUL\0907\L265580D\040-D6B-E3-Q797696$1.D) ES-API, Scan, Frag: 100, "NEG
10000 _//‘\m‘
7500 oW, \
5000 A VAV
2500 A AT
0 A NN N NN AN
- e - : —
0 0.5 1 1.5 min
ELST A, ELSTA, ELSD Signal (D:\DATE\JUL\0907\L265580D\040-D6B-E3-Q797696$1.D)
LSU i
14 I
13 ‘H
12 I
M3 e — — —
‘ —— — ‘ —
0 0.5 1 1.5 min
*MSD1 SPC, time=1.063 of D:\DATE\JUL\0907\L265580D\040-D6B-E3-Q797696$1.D ES-API, Scan, Frag: 100, "POS"
325.2
RT 1.062 50 326.2
o
100 150 200 250 300 350 400 m/z
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MaxPeak: 100.00% Q797821 $2
Ret Time: 1.436 min
DADT A, Sig=215,10 Ref=off (D:\DATA\07\0709\L265434D\SAMPL050.D)
mAU 11436
750 “
500 I
|
250 I
0 e — — - e SR
[ T I T T T T T T T T
N 0 0.5 1 1.5 min
= |N DAD1 B, Sig=254,10 Ref=off (D:\DATA\07\0709\L265434D\SAMPL050.D)
o mAU \
0 X 150 “
I Br 100 l
50 I
0 o D | G S
Mol Wt 411.29 0 ' 05 ] ' 15 "
Exact Mass 412.09 MSD1 TIC, MS File (D:\DATA\07\0709\L265434D\SAMPL050.D) API-ES, Scan, Frag: 120, "Pos"
# Time Area$% ] N\1.454
----------------- 400000 |
1 1.436 100.00 1 |
200000 ]
] - e - S 77/ N
ot+— — —_— —
0 0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATA\07\0709\L265434D\SAMPL050.D) , Scan, Frag: 120, "Neg"
] N1.461 e
20000 - [N
] /N
10000 | ) S
b B T L~ -
T -
0 ‘ : — : : : ‘ . \ : ;
0 0.5 1 15 min
ADCT A, ADC1 ELSD (D:\DATA\07\0709\L265434D\SAMPL050.D)
mV 3 0
80 I\
70~ A
% A
50 - JEE NG
a T ‘ T T ‘ T ‘ T T T
0 0.5 1 15 min
*MSD1 SPC, time=1.450 of D\DATA\07\0709\L265434D\SAMPL050.D API-ES, Scan, Frag: 120, "Pos"
E 411.0
RT 1.454 50 414.0
ol — . | I § - . |
100 400 500 m/2
*MSD2 SPC, time=1.460 of D:\DATA\07\0709\[265434D\SAMPL050.D , Scan, Frag: 120, "Neg"
E 410.9
50
RT 1.461 ]
] 124.9 2289 2682 328.0 3513 39241 441.9 502.8 5542 583.2
ol T R e sl ol ‘\“ M\Imr B | e ‘\‘.‘Mu.“.‘\‘M\l\‘m\.h‘m. “‘u‘ we .\I\“y, TN A .;
100 200 300 400 500 m/3
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Ret Time: 1.177 min DADT A, Sig=215,16 Ref=off (D\DATA\07.2020\11\[266435D\049-D6B-F3-Q797685$1.D)
mAU 11.177
] i
400 Il
OH ] [
200 A
] e — —~L \'r B — — —e R
~ o 0] e - . ‘
N 0 0.5 1 15 min
N DAD1 B, Sig=254,16 Ref=off (D:\DATA\07.2020\11\L.266435D\049-D6B-F3-Q797685$1.D)
mAU \
Br 40 I\
] e .
20 o
0 { . “\\ ) - - —
Mol Wt 411.29 0 ‘ 05 T 5 i
Exact Mass 412.09 . MSD1 TIC, MS File (D:\DATA\07.2020\11\L266435D\049-D6B-F3-Q797685%1.D) ES-API, Scan, Frag: 100, "PQO
# Time Area% E [1.193
_________________ 1000000 3 I
1 1.177 100.00 750000 a
500000 I
250000 [
0l - N
— — — :
0 0.5 1 15 min
MSD2 TIC, MS File (D:\DATA\07.2020\11\L266435D\049-D6B-F3-Q797685%1.D) ES-API, Scan, Frag: 100, "NE
50000 N1.194
40000 [
30000 =
20000 I .
L Y S
0 —— — Y ‘
0 0.5 1 15 min
ELS1 A, ELS1A, ELSD Signal (D:\DATA\07.2020\11\[266435D\049-D6B-F3-Q797685$1.D)
LSU] A
1 i
14 i
12 [
1 —_——
0 0.5 1 15 min
*MSD1 SPC, time=1.196 of D:\DATA\07.2020\11\L266435D\049-D6B-F3-Q797685%1.D ES-API, Scan, Frag: 100, "POS"
- 413.0
RT 1.193 502 414.0
0 \ I I \ L — ‘
100 200 300 400 m/2
*MSD2 SPC, time=1.192 of D:\DATA\07.2020\1 1\L266435D\049-D6B-F3-Q797685%1.D ES-API, Scan, Frag: 100, "NEG"
] 411.0
RT 1.194 24
: 1 “409-8 447.0
o e
100 200 300 400 500 m/2
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MaxPeak: 100.00%

Ret Time: 2.429 min

F
N
A
N 0
N
Mol Wt 258.22

Exact Mass 258.07

# Time Area%

1 2.429 100.00

S193170%1

DAD1 A, Sig=215,16 Ref=off (D:\DATE\AUG\0808\L.275480R\010-D5B-A8-S193170$1.D)

mAU |2.429
‘I
200 I
100 j‘\ e
,“_,,,,,,J»/WMJ’ —
0] — : — : ‘ ; — —
0 1 2 3 4 5 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\AUG\0808\[275480R\010-D5B-A8-S193170$1.D)
mAU |
if
100 I
50 Il
0 o S | GR— . S
_50 ‘ ‘ T T ‘ T T I T ‘ T ‘ T ‘ T T I
0 1 2 3 4 5 min
MSD1 TIC, MS File (D:\DATE\AUG\0808\[275480R\010-D5B-A8-S193170$1.D) ES-API, Fast Scan, Frag: 100,
1500000 | [2.451
| i
. \
1000000 - :\
] \
500000 - I
1w I\
04 i T e ‘ — | »T ﬁ“ - —— /? e —— ‘ —— ,,‘ . .vlﬂ,,wyf ,V,ykvflz
0 1 2 3 4 5 min
MSD2 TIC, MS File (D:\DATE\AUG\0808\[275480R\010-D5B-A8-S193170$1.D) ES-API, Fast Scan, Frag: 100,
150000 ‘4‘2-447
100000 - |
] il
50000 il
] I
0d-— - I N— S —

o
-
N
w
F
[$,]
El
]

LSU ] ‘\
10.2 |
10 I
T - ) o e L N s po AT NN NN NN NN
9.8 e — — . — —
0 1 2 3 4 5 min
*MSD1 SPC, time=2.453 of D:\DATE\AUG\0808\L275480R\010-D5B-A8-5193170$1.D ES-API, Fast Scan, Frag: 100, "POS”
E 259.2
RT 2.451 50
] 260.2
0- — \ ‘ : : ‘ :
200 400 600 800 m/z
*MSD2 SPC, time=2.446 of D:\DATE\AUG\0808\L275480R\010-D5B-A8-S193170$1.0 ES-API, Fast Scan, Frag: 100, "NEG"
1 |257.0
RT 2.447 5075 258.2
0

T T - T T T
400 500 600 700 800 m/z
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MaxPeak: 100.00%

Ret Time: 1.081 min
DAD1 A, Sig=215,16 Ref=off (D:\DATA\AUGUST\0813\L276624D\SAMPL000001.D)
mAU [1.081
600 ‘
\' o 400 1
N I
200 (
0 o N .
. : I . . ‘ ‘ ‘ , .
N 0.5 1 1.5 min

mAU
0 I
N 150 l
0 \
— 100 f
50 I
03— —— -— J \‘\ - —
Mol Wt 390.23 T T s T 1 15 " i
Exact MaSS 389 05 MSD1 TIC, MS File (D:\DATA\AUGUST\0813\L276624D\SAMPL000001.D) ES-API, Scan, Frag: 100, "POS"
# Time Area% 25000
_________________ 20000
1 1.081 100.00 15000
10000 1.091
5000 S ~——— e~ e~ —— (\T' N T ——
- - - - . - - - - ‘ ‘ ‘ ‘ - - -
0.5 1 1.5 min|

RT

RT

S08165091

DAD1 B, Sig=254,16 Ref=off (D:\DATA\AUGUST\0813\L276624D\SAMPL000001.D) .

MSD2 TIC, MS File (D:\DATA\AUGUST\0813\L276624D\SAMPL000001.D) ES-API, écan, Frag: 100, "NEG"

10000 B ,/“x
7500 .
/'7///
1089

5000
2500 7

—
0.5 1 1.5 min|
ADC1 A, ELSD (D:\DATA\AUGUST\0813\L276624D\SAMPL000001.D)

mV il
80
60 [
40 - “\.‘, o _

. 1 1.5 min|
*MSD1 SPC, time=1.090 of D:\DATAVAUGUST\0813\L276624D\SAMPL000001.D ES-API, Scan, Frag: 100, "POS"
60 157.0
40
1.091 20 89.2 1304 | 167.2 H2158 390,
0 | o Nl L | L N
N . — — : : — —— |
100 150 200 250 300 350 m/2
"MSD2 SPC, time=1.085 of D:\DATAAUGUST\0813\L276624D\SAMPL000001.D ES-API, Scan, Frag: 100, "NEG"
113.0
4
1.089 910
—L : — i il | S it :
100 200 300 400 500 m/2

74594384266_(0273num9044)
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Ret Time: 0.941 min DAD1T A, Sig=215,10 Ref=off (D:\D\08_13\L276637D\SAMPL005.D)
mAU ] 0.941
o 400 - ‘\
200 I
N ] . I 7—7*"“ “\\ - * o T -
0l o
o . ; ‘ . | ; ‘ . ;
0 0.5 1 1.5 min
DAD1 B, Sig=254,10 Ref=off (D:\D\08_13\L276637D\SAMPL005.D)
mAU 3 1
0 1 I
N 40 i
i I — — - T - —]
20+ S —
HN ] |
-20 ] |
Mol Wt 329.35 ! S U ] . —
Exact Mass 329.15 MSD1 TIC, MS File (D:\D\08_13\L276637D\SAMPL005.D) API-ES, Scan, Frag: 120, "Pos"
# Time  Area$ 1500000 10.963
1 0.941 100.00 1000000 |
500000 | I\ [
1 o~ - -/ . — -
: : ‘ : : : : ‘ : :
0 0.5 1 15 min
MSD2 TIC, MS File (D:\D\08_13\L276637D\SAMPL005.D) , Scan, Frag: 120, "Neg"
400000 1,0.955
300000 pa
200000 [\ _—
100000 [
A
(EEESs.S . : | : ‘ : :
0 0.5 1 1.5 min
ADC1 A, ADC1 ELSD (D:\D\08_13\L276637D\SAMPL005.D)
mV
30 ‘
(Y
[
25 I\
20 . — 777; ‘\""* — —
0 0.5 1 1.5 min
*MSD1 SPC, time=0.962 of D:\D\08_13\L276637D\SAMPL005.D API-ES, Scan, Frag: 120, "Pos"
] 330.0
RT 0.963 50
] 157.1 | 332.1
0- . S SRERSAPS RSP SRE §. ‘ ‘ ‘
100 400 500 m/z
*MSD2 SPC, time=0.951 of D:\D\08_13\L276637D\SAMPL005.D , Scan, Frag: 120, "Neg"
E 328.0
RT 0.955 50
02 _ _ | 330.1 1399.0 ‘
‘ e ‘ S ‘ e SR ‘ . ‘
100 200 300 400 500 m/z

72230166392_(0273num3613.2)
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MaxPeak: 100.00% 8081 639$2
Ret Time: 1.280 min
DAD1 A, Sig=215,16 Ref=off (D:\DATA\08\0814\L277168D\029-D5B-D3-S081639$2.D)
mAU [1.280
800 I
0 600 f
400 l
200 I\
U S e
N 0 . —_—— ‘ . . ‘ ‘ . ‘
0 0.5 1 1.5 min
_— DAD1 B, Sig=254,16 Ref=off (D\DATA08\0814\L277168D\029-D5B-D3-5081639$2.D)
© N mAU ] ‘r\
N\ / 50 l
o] - S | _
Br 1 L~ . o
-50 | {
Mol Wt 361.23 0 o 05 T 5 in
Exact Mass 360.07 _MSD1 TIC, MS File (D:\DATA\08\0814\[277168D\029-D5B-D3-5081639$2.D) ES-API, Scan, Frag: 100, "POS
# Time Area% ] /|1.287
_________________ 600000 I
1 1.280 100.00 400000
200000 - ||
04 —— —_— — S—
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATA\08\0814\[277168D\029-D5B-D3-5081639$2.D) ES-API, Scan, Frag: 100, "NEG"
/11.285
| AN N
4000 VAR WIVAN
200071 || N
VAN A A
0 \/ A~ J\\/\'\,,,/'\/\/\ A A /\\I,\ﬂg\, NEVA AV \/
| —— —— — :
0 0.5 1 1.5 min
ELST A, ELSTA, ELSD Signal (D:\DATA\08\0814\L277168D\029-D5B-D3-5081639$2.D)
LSU 4 ‘ﬁ
] I
20 I
1 N
15 I
] 7 ]\ ~
10 — — — — ‘
0 0.5 1 1.5 min
*MSD1 SPC, time=1.289 of D:\DATA\08\0814\L.277168D\029-D5B-D3-5081639$2.D ES-API, Scan, Frag: 100, "POS"
E 363.0
50
RT 1.287 1
1 279.0 “362'2
ol . - e N S . e N
100 200 300 400 500 m/2
*MSD2 SPC, time=1.284 of D\DATA\08\0814\L277168D\029-D5B-D3-5081639$2.D ES-API, Scan, Frag: 100, "NEG"
E 495.0
RT 1.285 50 358.6 496.0
] 1352 164.8 2084 | 2430 284.8 |3?2-0 34h.o 3752 407.8 1459.8 4900 51925432 574
—t e e e e e e LI e W TR D
200 300 400 500 m/2
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©°
—
L

B
—
L

1.4
F1.3
1.2

1.1

1.0

0.9

0.8

0.7

0.6

0.5

0.4
Fo.3
0.2
Fo.1
0.0
-0.1

oswp gy
oswp gz o
oswp gz o
oswp 642
oswp 64°C

OdQH T£°€
OdQH T€°€

0€'T
ﬁm.ﬁy

0£°€

€€
Sb'E

—

St7
8'€

Z3201310989_(0273num3247.2)

0L'€ 7
vﬂ
€8°c

8.&
16°€

v6°€
00t |
00t |
20t
0t
b0
S0'b
20t

|

|

sty
8L

08'b

€8y

v6'9

969

1691
169
669 1
102
202 |
+0°L
ST
ST
LT,
LT,
v
6T
oz |
[ravay
s
T
oL
€L
651
661
[ VA

€82
€8°L
¥8'L 1
67°8 1
0€'8 1
€8
€€'8 1
€€'8 1

CH,

Br

\

79'0
ot

9°0
S0
9'C

Eeer

Bgez
Beer
Ags
2950
S0
S0

f1 (ppm)

16 15 14 13 12 11 10

17



Ret Time: 1.122 min DAD1 A, Sig=215,10 Ref=off (D:\D\08_15\L277313D\SAMPL017.D)
mAU 7 11.122
8007 |
o 600 7; ‘.
400 - I
200 - I N
N 04 . - T —
5 ; - — — :
0 0.5 1 1.5 min
DAD1 B, Sig=254,10 Ref=off (D:\D\08_15\L277313D\SAMPL017.D)
mAU 1 | B
20 RN S
N ] r U
0 - “—WMT‘ ‘\\%MW et e et =TT
20 ‘\
P R B S SR
Mol Wt 302.37 ! 7 ] p —
Exact Mass 302.19 _MISDTTIC, MS File (DD\08_151L277313DSAMPLOT7.D) API-ES, Soan, Frag: 120, "Pos
: o ] 11.146
# Time Area% 1500000
1 1.122 100.00 1000000 -
500000 7
T - S (N S
0 . — — —
0 0.5 1 15 min
MSD2 TIC, MS File (D:\D\08_15\L277313D\SAMPLO17.D) , Scan, Frag: 120, "Neg"
400000 ///
300000 e
200000 147 - —
100000 { 7\ —
(| E—— s> — —
0 0.5 1 1.5 min|
ADC1 B, ELSD (D:\D\08_15\L277313D\SAMPLO17.D)
mV ] N
60
40 I
20 )\
. — — —
0 0.5 1 15 min
*MSD1 SPC, time=1.144 of D:\D\08_15\L277313D\SAMPL017.D API-ES, Scan, Frag: 120, "Pos"
g 303.1
RT 1.146 503
0] . 1403 13052 481.2
P e s ey pre e
100 200 300 400 500 m/z
*MSD2 SPC, time=1.154 of D:\D\08_15\L277313D\SAMPLO17.D , Scan, Frag: 120, "Neg"
] 399.1 435.1
RT 1.147 20’; 437.1
ol . .. 129 1489 18892151 251.1 28893159 3408 39014190 4608 503.0 53105578 59
P o It P T e b o e gt T 2 S e bt
100 200 300 400 500 m/z

72227611595_(0273num3604.2)
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MaxPeak: 100.00%
Ret Time: 1.205 min 8081 660$1
DAD1 A, Sig=215,16 Ref=off (D:\DATE\AUGUST\160820\L277712D\054-D5B-F9-S081660$1.D)
0 mAU 11.205
750 “
N 500 |
0 250 I
s e — B L,‘ S S
0 ‘ T | T T ‘ T T T ‘ T
N N\ 0 0.5 1 15 min
\\ DAD1 B, Sig=254,16 Ref=off (D:\DATE\AUGUST\160820\L277712D\054-D5B-F9-S081660%1.D)
mAU€ |
300 I
200 “g
100 I
Mol Wt 318.37 0 — - ) —
‘ , . — . ‘ ‘
Exact Mass 318.16 0 _ 0.5 1 1.5 min
. . MSD1 TIC, MS File (D:\DATE\AUGUST\160820\L277712D\054-D5B-F9-S081660$1.D) ES-API, Fast Scan,
# Time Area%
_________________ 11.215
1 1.205 100.00 400000 I
300000 |
200000 |
100000 N ——
—/ - S
03— — , . . . . ‘ ‘
0 0.5 1 1.5 min
MSD2 TIC, MS File (D\DATE\AUGUST\160820\L277712D\054-D5B-F9-S081660$1.D) ES-API, Fast Scan,
3000 ’\‘1 216 :/\\
2000 \N ‘
[ \‘ n
1000 /| e \
VAN A \_
0 . A~ BONEN PSSO NSNS A ‘ Ao \/ \—f‘“'/\\
‘ K = —— —
0 0.5 1 1.5 min
ELST A, ELS1A, ELSD Signal (D:\DATE\AUGUST\160820\L277712D\054-D5B-F9-S081660$1.D)
LsuU 1 |
] I
20 J‘.
] [
15 }
10 : . — — L.’ —
0 0.5 1 1.5 min
*MSD1 SPC, time=1.211 of D\DATE\AUGUST\160820\L277712D\054-D5B-F9-S081660$1.D ES-API, Fast Scan, Frag: 100, "POS
319.2
50
RT 1.215 157.0 3410
0 ‘ . — — e
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.217 of D:\DATE\AUGUST\160820\L277712D\054-D5B-F9-S081660$1.D ES-API, Fast Scan, Frag: 100, "NEG
4316  450.8
75 4336
RT 1.216 50 370.0
257 2746 | M a2 .35§-’$ 3748 3908 4988 |||, 440, 4668 4842 5098
—_—— —e— S T A L — |
300 350 400 450 500 m/Z

72230172883_(0273num3343.2)
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MaxPeak: 98.21% $
Ret Time: 1.386 min DAD1 A, Sig=215,16 Ref=off (D\DATE\0820\[278885D\SAMPL000030.
mAU
1000 |
750 I
N |
i 500 i
250 I
X 0 R Y A I L. _
——— ——. :
0.5 1 1.5 min
e DADI1 B, Sig=254,16 Ref=off (D\DATE\0820\[278885D\SAMPL000030 D)
mAU |
1000 !
750 “\
7 ) 500 I
N 250 A
0 — J |
Mol Wt 385.46 T T s ] "% i
MSD1 TIC, MS File (D:\DATE\0820\L278885D\SAMPLO000030.D) ES-API, Scan, Frag: 100, "POS"
Exact Mass 385.21  MS File ( ) Sean. rrag
# Time Areat 5000000 )\1-399
————————————————— 4000000 |
1 1.386 98.21 3000000 |
2 1.465 1.79 2000000 I
1000000 N
0 —— ‘ ‘ :
0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\0820\L278885D\SAMPL000030.D) ES-API, Scan, Frag: 100, "NEG"
1500000 1.399
1000000 - [
500000 P
E B ) y’/ ML . ~ -
- - o ‘ .
0.5 1 15 min|
ADCT A, ELSD (D:\DATE\0820\L278885D\SAMPL000030.D)
mV /
300 I
200 I
100 |
: — : — .
0.5 1 15 min|
*MSD1 SPC, time=1.399 of D:\DATE\0820\[278885D\SAMPL000030.0 ES-API, Scan, Frag: 100, "POS"
g 386.2
RT 1.399 50 387.2
0- R | - o | S—
100 200 300 400 500 m/2
*MSD2 SPC, time=1.403 of D:\DATE\0820\L278885D\SAMPL000030.D ES-API, Scan, Frag: 100, "NEG"
g 384.2
v 501 4302
RT 1.399 1 385.2
] | ‘ ‘431.2
Dy T “\"”‘L“‘ — 1 T T
100 200 300 400 500 m/2
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MaxPeak: 92.07%
Ret Time: 0.916 min

T

DAD1 A, Sig=215,16 Ref=off (D:\DATA\08\22\L. 279536 D\SAMPL000053.

mAU 3 |0.916
200 I
150 3 I\
100 0875 |
50 -~ N -
X 0 T T T T T T T T T T \ "
| 0 05 1 1.5 min
y AN DAD1 B, Sig=254,16 Ref=0ff (D:\DATA\08\22\L 279536D\SAMPL000053 D)
N H mAU 3 1
o N ‘: I
100 i
04 — o \A‘ N\ —_
E U
-100 ——— ——— ;
Mol Wt 308.38 0 05 ] s i
Exact Mass 308.2 _WISDTTIC, MS File (DDATA08122\L279636D\SAMPLO00053 D) ES-API, Scan, Frag: 100, "POS
# Time Area% ] [10.927
_________________ 1500000 | A
1 0.875 7.93 1000000 o ) 88
2 0.916 92.07 ] / M R
50000094 e
T - T T T T | T T T T ‘ T T T T ‘ T T T T
0 05 1 15 min
MSD2 TIC, MS File (D:\DATA\08\22\[279536D\SAMPL000053.D) ES-API, Scan, Frag: 100, "NEG"
300000 ya /-
200000 o
E 0.935 o
100000 - N
e S — —
0 05 1 1.5 min
ADCT A, ELSD (D:\DATA\08\22\L 279536D\SAMPL000053 D)
mV _§ i\
325 [
20 a2
27.5 /‘ - ]
BE——————— —
0 05 1 1.5 min
"MSD1 SPC, time=0.881 of D:\DATA\08\22\L279536D\SAMPL000053.D ES-API, Scan, Frag: 100, "POS"
] 157.2
RT 0.881 20 2802
: ] 167.2
04 s IHI RPN .,.|\I.I n | \ll I' o v 'I S S : KESE. . I
100 200 300 400 500 m/7
*MSD1 SPC, time=0.922 of D:\DATA\08\22\L279536D\SAMPL000053.D ES-API, Scan, Frag: 100, "POS"
E 309.2
50 3 157.2 188.2
RT 0.927 ] ‘ ‘ 310.2
04 . .I. o - Mt | R R . ‘ .|‘. S : e ..I : ‘ i : ; |
100 200 300 400 500 m/Z
“MSD2 SPC, time=0.935 of D\DATA\08\22\[279536D\SAMPL000053.D ES-API, Scan, Frag: 100, "NEG"
] 503.2
L
.935 05 504.2
RT 0.939 ] 1872 2212 307.2 3454 |4352 | 4720 |
04 NS ' RERT ol bbb st sl s s oot ol oo sl dunlc Wl atal oo oot ety
e RIS pe b
100 200 300 400 500 m/Z

71168173619 (3312num339)
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Ret Time: 1.247 min DAD1 A, Sig=215,16 Ref=off (D:\DATA08\25\[279989D\021-D6F-B7-S117851$3.D)
mAU 4 11.247
O 400 I
] /
= O 200 i
i R e
N 0 — ‘
0.5 1 1.5 min|
N ° DAD1 B, Sig=254,16 Ref=off (D:\DATA\08\25\[279989D\021-D6F-B7-S117851$3.D)
mAU ] ‘v‘
400 l
] \
J Il
z ) 200 i
0—N 1 I A B -
0 b - —
Mol Wt 385.46 05 1 15 in
Exact Mass 385.21 MSD1 TIC, MS File (D:\DATA\08\25\L279989D\021-D6F-B7-S117851$3.D) ES-API, Scan, Frag: 100, "POS"
# Time Area% ] [1.259
_________________ 1500000 Il
1 1.247 100.00 1000000 —
500000 ‘\_“
0 T —_—t T
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATA\08\25\L279989D\021-D6F-B7-5117851$3.D) ES-API, Scan, Frag: 100, "NEG"
250000 11259
200000 il
150000 [
100000 M
50000 |\ o
S o R T——
0 I T I T
0.5 1 1.5 min|
ADCT A, ELSD (D\DATA\08\25\[ 279989D\021-D6F-B7-S117851$3.D)
mV _E A
503 M
404 R
30 |
20— : : s :
0.5 1 15 min|
*MSD1 SPC, time=1.255 of D:\DATA08\25\L279989D\021-D6F-B7-5117851$3.D ES-API, Scan, Frag: 100, "POS"
386.0
RT 1.25¢ %0
ol ‘ A2 S
100 200 300 400 500 m/z
*MSD2 SPC, time=1.259 of D:\DATA08\25\L279989D\021-D6F-B7-S117851%3.D ES-API, Scan, Frag: 100, "NEG"
384.0
RT 1.2 %0 385.0
0 1130 386.0 | 421.2 4980
—_— e e TR S NS
100 200 300 400 500 m/z
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paspear: 100,000 | S209373%1 | |
Ret Time: 1.035 min \ ‘
DADT A, Sig=215,16 Ref=off (D\DATA0825\L279923R\006-D3B-A2-5299373$1.D)
o) mAU [1.035
1500 |
1000 [
al 500 I
[
o4 -
HN 0 0 0.5 1 15 min|
DAD1 B, Sig=254,16 Ref=off (D\DATA0825\L279923R\006-D3B-A2-5299373%1.D)
mAU |
g \
A 2007 f\
N 100 I
O_E ,_‘\\,, - E— _7777,¢“7 - - — T o T T
Mol Wt 33879 | . |
- — | — : — : —
Exact Mass 338.1 0 : 0.5 1 1.5 min
. . MSD1 TIC, MS File (D:\DATA\0825\L279923R\006-D3B-A2-5299373$1.D) ES-API, Scan, Frag: 100, "POS"
# Time Area%
_________________ 11.046
1000000 I\
1 1.035 100.00 [
750000 [
500000 I
250000
0 o I J N
\ T T : : \ ‘ T T ‘ 1 ‘ T T : \ ‘ ‘ T T
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATA\0825\[279923R\006-D3B-A2-5299373%1.D) ES-API, Scan, Frag: 100, "NEG"
30000 (0%
7 I
20000 I
4 [
10000 3 | “3
0 _: ~ o - S L./‘:‘ ‘\;\r,,, - - — B
— ‘ — — ‘ —
0 0.5 1 15 min
ELST A, ELSTA, ELSD Signal (D\DATA0825\L279923R\006-D3B-A2-5299373%1.D)
LSU 3 i
* |
16 |
14 | \
12 |
10 4 I B S N
T T T T I T T T T I T T T T I T T T T
0 0.5 1 15 min
*MSD1 SPC, time=1.045 of D:\DATA\0825\L279923R\006-D3B-A2-5299373$1.D ES-API, Scan, Frag: 100, "POS"
E 339.0
RT 1.046 502 340.0
ol — — | S S ‘
100 200 300 400 500 m/z
*MSD2 SPC, time=1.049 of D:\DATA\0825\L279923R\006-D3B-A2-5299373%1.0 ES-API, Scan, Frag: 100, "NEG"
E 337.0
50
RT 1.04e6 ] ’338.0 375.0
0 .| ‘ ‘ ‘1 I : ‘ ‘ -
200 300 400 500 m/z

71675865540 _(EN300-27120704)
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MaxPeak: 100.00% $ |
Ret Time: 1.012 min DAD1 A, Sig=215,16 Ref=off (D\DATA\09\02\[282509D\026-D5B-C9-5231075$A.D)
mAU 11012
600 - |
3 |
/N 400 I
200 - I
| N U - I
"N ol S ‘ N .
0 0.5 1 1.5 min
AN DAD1 B, Sig=254,16 Ref=off (D\DATA\09\02\L 282509D\026-D5B-C9-S231075$A D)
mAU ] ‘v‘
] |
400 J.
d / 2004 I
O0—N ] '
0 — B | U
Mol Wt 358.44 S U T — -~
Exact Mass 358.21 MSD1 TIC, MS File (D:\DATA\09\02\[282509D\026-D5B-C9-S231075$A.D) ES-API, Scan, Frag: 100, "POS"
: E 11.020
o Mme  Aresr 1000000 -
750000 3 I
1 1.012 100.00 500000 “‘, \
250000 3 |
05— — s S e
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATA\09\02\282509D\026-D5B-C9-S231075$A.D) ES-API, Scan, Frag: 100, "NEG"
40000 3 11.020
30000 A
20000 = [
E [ ~
E |\ —
10000 4 I\ o~ \
04 e — WS~ -
: \ . . ‘ ; ‘ . . ‘ ;
0.5 1 1.5 min
ELS1 A, ELSTA, ELSD Signal (D:\DATA\09\02\[282509D\026-D5B-C9-S231075%A.D)
LSU 1 )
16 ‘f\
] |
14 3 [
: I
124 o N R I G S o
: : , : . . , : : : : : : : : : :
0 0.5 1 1.5 min
“MSD1 SPC, time=1.021 of D:\DATA\09\02\L282509D\026-D5B-C9-S231075%A.D ES-API, Scan, Frag: 100, "POS"
E 359.2
RT 1.020 50 360.2
100 150 200 250 300 350 m/Z
*MSD2 SPC, time=1.017 of D:\DATA\09\02\[282509D\026-D5B-C9-S2310753A.D ES-API, Scan, Frag: 100, "NEG"
E 357.2
50 3932
RT 1.020 ]
] |358'0 394.0
0 —_—— —r— ——— —
200 250 300 350 400 450 500 m/z
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MaxPeak: 100.00%
Ret Time: 0.788 min

NN
» g
N
\
Mol W 3441

H25065001 ITAMARI

DADT A Sig=215,16 Ref=off (D DATE 2022VIA 25065\ 489886R PART1\010-DAB-D7-H2596801.D)
|0.788

— AL
T T T T T T T T T T T T T T T T T T T

T
05 1 15 2 i)
DAD‘I B, Sg=254, 16 Ref=off (D\DATE2022IVA\ 2506\ 489886R-PART1\010-D1B-D7-H2595901.D)

El
E

L - S—

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

Fxact Miss 3442 0s 1 15 2 i
I\/BD1 TIC, VB File (D\DATE 2022IVAN 2506\ 489886R PART 1\010-D1B-D7-H2596901.D) ESAR, Fast Scar
# Time Drea%
_________________ = 10.799
] fl
1 0.788 100.00 4000000 ‘w\
4 | |
2000000-] [
] —~———
ol — N —— EEE——— e
0 05 1 15 2 mir]
VB2 TIC, VS File (D\DATE222VIA 2506\ 489886R PART1\010-D1B-D7-H2596901.D) ES-AR!, Fast Scar
B 10798
400000-] J“
4 I
4 I
200000 [
i [
i N e
OA T T | T T T il T | T T T | T T
0 05 15 2 rrir]
B.S1A ELS1A ELSDSgd (D\DATE\ZJQZ\I\/N\MLAI&ZBEBRPAR‘H\O‘IO-D‘IBW FP505001.D)
= c’\
Z)E Il
3 [
15 1
pE=——— —— : : —
0 05 1 15 2 min
VIED1 SPC, ine=0.803 of D\DATE2022ANAIE05\L489886R-PART1\010-D1B-D7-H2596901.D ES-API, Fast Scan, Frag: 100,
E 3454
50
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MaxPeak: 100.00%

Ret Time: 1.274 min

mAU
400
300
F 200 i
F F 100 s
N 0 . = —— . — . —
N 0.5 1 15 min|
A DAD1 B, Sig=254,16 Ref=off (D:\DATA\09\0902\[282518D\015-D6F-B5-S231077$7.D)
O\ = u N mAU ‘v‘
N= Sy 300 I
200 i
100 I
04— — - I
Mol Wt 377.36 T T T T 0[5 T T T T 1‘ T T T 1|5 T T T lrnln
Exact Mass 377.17 MSD1 TIC, MS File (D:\DATA\09\0902\[282518D\015-D6F-B5-S231077$7.D) ES-API, Scan, Frag: 100, "POS"
. o (11.286
# Time Area% 1000000 I\
i wees | T |
: : 500000 ||
250000 |
o= == - = L —
0.5 1 15 min|
MSD2 TIC, MS File (D:\DATA\09\0902\[282518D\015-D6F-B5-S231077$7.D) ES-API, Scan, Frag: 100, "NEG"
11.286
200000 I
150000 I
100000 I
50000 J o\
B e S y—— o
0 e — ‘ . ; ; | : :
0.5 1 1.5 min|
ADC1T A, ELSD (D:\DATA\09\0902\[ 282518D\015-D6F-B5-S231077%7.D)
mV \
80 “; \:
|
60 I
40 - R
: . \ : ‘ — ; , : :
0.5 1 15 min|
*MSD1 SPC, time=1.288 of D:\DATA\09\0902\[282518D\015-D6F-B5-S231077%7.D ES-API, Scan, Frag: 100, "POS"
B 378.2
RT 1.286 5OE 379.2
0 ‘ . i . . ‘ ‘ ; ; . h :
100 200 300 400 m/Z
*MSD2 SPC, time=1.284 of D:\\DATA\09\0902\L282518D\015-D6F-B5-S231077$7.D ES-API, Scan, Frag: 100, "NEG"
E 376.2
50 412.0
RT 1.286 1 8770 1 413.0 459 5
o . | ; S SR N : . .
100 200 300 400 500 m/7

S231077%7
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MaxPeak: 100.00%
Ret Time: 0.863 min 8231 074$6
N DADT A, Sig=215,10 Ref=off (D\DATE\0903\L 2827 23D\SAMPLO27 D
/ mAU 10.863
/ |
300 I
200 I
100 - Y | S
0 T — T T T T T T T T T
NH 0 0.5 1 15 min
DAD1 B, Sig=254,10 Ref=off (D\DATE\0903\L 282723D\SAMPL027 D)
N mAUE l
P 400 |
N =z 3005 |
| 2004 I
"X 1004 I
04 — — — N -
‘ : ——————— ‘
0 05 1 1.5 min
Mol Wt 348.44 MSD1 TIC, MS File (D\DATE\0903\L282723D\SAMPLO27 D) API-ES, Scan, Frag: 120, "Pos"
# Time Area$% :
_________________ 4000000 [
1 0.863 100.00 2000000 - [\
E— : —/ T’T*.* — ]
0 05 1 1.5 min
MSD2 TIC, MS File (D\DATE\0903\L282723D\SAMPLO27 D) , Scan, Frag: 120, "Neg"
300000 ] -
2000003 — //
] 0.889 -
100000 - (K - —
0 0.5 1 1.5 min|
ADC1 A, ADC1 ELSD (D\DATE\0903\L282723D\SAMPL027 D)
mv 1\
404 |
35 A
30 A
253 ] N o |
— -_—
0 0.5 1 1.5 min
*MSD1 SPC, ime=0.880 of D\DATE\0903\L282723D\SAMPL027.D API-ES, Scan, Frag: 120, "Pos”
E 349.2
E 175.1
RT 0.883 507 350.1
0l e . S — — . —
100 400 500 m/2
*MSD2 SPC, time=0.890 of D\DATE\0903\L282723D\SAMPL027.D , Scan, Frag: 120, "Neg"
E 393.1
50
RT 0.889 1
] 3471 40
L —— e e T —— . |
100 200 300 400 500 m/2
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MaxPeak: 100.00% 8238059$1
Ret Time: 1.128 min
DAD1T A, Sig=215,16 Ref=off (D:\DATA\0903\282906D\018-D6F-B8-S2380
mAU
600
400
0 AN \
/ 200 I
N W [ & -
- N 0 I T T T T T T T T T T T
Il 0 0.5 1 15 min
DAD1 B, Sig=254,16 Ref=off (D:\DATA\0903\L282906D\018-D6F-B8-S238059%1.D)
cl mAU ‘v‘
400 ‘H\
200 i
Mol Wt 357.84 0 ————————
‘ . . | . . ‘ . J ; .
Exact Mass 357.16 0 _ 05 1 1.5 min
i . MSD1 TIC, MS File (D:\DATA\0903\[282906D\018-D6F-B8-S238059$1.D) ES-API, Scan, Frag: 100, "POS"
# Time Area%
----------------- 800000 ;}1'142
1 1.128 100.00 600000 I
[
400000 I
200000 [
0 I A - S _
‘ . , | . . ‘ : . : : :
0 0.5 1 15 min
MSD2 TIC, MS File (D:\DATA\0903\L282906D\018-D6F-B8-S238059$1.D) ES-API, Scan, Frag: 100, "NEG"
60000 :3\_.‘1 142
] [
40000 [l
20000 [
- | \\ o L
0 ;| o - - ,,J_J:‘J — \""T ———— — T —
: . : . : ‘ ‘ . J . :
0 0.5 1 1.5 min
ADC1 A, ELSD (D:\DATA\0903\[282906D\018-D6F-B8-S238059$1.D)
mV 3 N
200 i
150 I
100 3 [
50 5 o
. , : . . ‘ : : : :
0 0.5 1 1.5 min
*MSD1 SPC, time=1.138 of D\DATA\0903\[282906D\018-D6F-B8-S238059$1.D0 ES-API, Scan, Frag: 100, "POS"
E 358.2
RT 1.142 50
] dsemz
0 — ‘ — 2 ‘ — S
100 400 500 m/Z
“MSD2 SPC, time=1.142 of D:\DATA\0903\L 262906D\018-D6F-B8-S238059%1.D0 ES-API, Scan, Frag: 100, "NEG"
1 |356.2 392.2
50 394.2
RT 1.142 ]
] F57.2 396.2
ot M — TR e — — ‘ —
375 400 425 450 475 500 m/Z

74607408926
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MaxPeak: 91.57% $
Ret Time: 1.147 min DAD1 A, Sig=215,10 Ref=off (D:\DATA\1026\L299654D\SAMPL011.D)
mAU 3 (1.147
1000 3 |
750 4 1
500 5 I
3 Ll
250 A1 1285
i 04 . — e —— —
N 0 0.5 1 1.5 min
DAD1 B, Sig=254,10 Ref=off (D\DATA\1026\L299654D\SAMPL011 D)
HO © mAU - |
2007 I
100 - i
E _ S “‘;,/7/ e —
03 \ —
] |
Mol Wt 313.35 5 | e | ] | — -
Exact Mass 313.15 MSD1 TIC, MS File (D:\DATA\1026\L299654D\SAMPL011.D) API-ES, Scan, Frag: 120, "Pos"
# Time  Area$ E /1.164
_________________ 1000000 =
1 1.124  7.28 750000 [
2 1.147 91.57 500000; /, ‘\\ 1.307 B I
3 1.285 1.15 2500032 S - R Y/T’ "
7 T T ‘ T T ‘ T T T ]
0 0.5 1 1.5 min
MSD2 TIC, MS File (D\DATA\1026\299654D\SAMPLO11.D) , Scan, Frag: 120, "Neg"
2000000 .165
1500000 - \
1000000 4 \
500000 \ ) .
O—E - - I / \’\ e
— . : ‘ . —
0 0.5 1 1.5 min|
ADC1 B, ELSD (D\DATA\1026\299654D\SAMPL011.D)
mV 3 .
1004
80—; |
60 - [\
40 \\
204—— — ——
0 0.5 1 1.5 min
*MSD1 SPC, time=1.164 of D:\DATA\1026\L299654D\SAMPLO11.D API-ES, Scan, Frag: 120, "Pos"
E 296.1
50
RT 1.164 ]
0] |121_2‘148-2 ‘297'1 1336.1 4512 4977
100 200 300 400 500 m/z
*MSD1 SPC, time=1.305 of D:\DATA\1026\299654D\SAMPL011.D API-ES, Scan, Frag: 120, "Pos"
E 285.1
RT 1.307 %03
. 157.1 2871
0L e R A . e |
100 200 300 400 500 m/z
*MSD2 SPC, time=1.174 of D:\DATA\1026\299654D\SAMPLO11.D , Scan, Frag: 120, "Neg"
E 312.1
50
RT 1.165 ] 313.2
0t —— — T T — T : Y P A L P T
100 200 300 400 500 m/2
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MaxPeak: 98.42% 8919151$5
Ret Time: 1.286 min
DAD1 A, Sig=215,16 Ref=off (D\DATA\1118\L307567D\018-D5F-B9-S919151$5.D)
mAU 11.286
200
. 100 0808 e ———
NN B o B
; « @ E - _——
, — . ‘ , — , ;
o s s o 0 0.5 1 1.5 min|
DAD1 B, Sig=254,16 Ref=off (D\DATA\1118\L307567D\018-D5F-B9-S919151$5.D)
A"\ mAU 1 n
50
04 R - -
Mol Wt 450.88 ol
; , — — — — — — ; ,
Exact Mass 450.13 0 : 05 1 1.5 min
. . MSD1 TIC, MS File (D:\DATA\1118\L307567D\018-D5F-B9-S919151$5.D) ES-API, Scan, Frag: 100, "POS"
# Time Area%
_________________ 150000 n1.293
1 0.808 1.58 100000
2 1.286 98.42 ]
50000
] . N\ o
N I —— L ~ P
0 0.5 1.5 min|
MSD2 TIC, MS File (D\DATA\1118\L307567D\018-D5F-B9-5919151$5.D) ES-API, Scan, Frag: 100, "NEG"
150000 1:293
100000 |
50000
0 - )N
— . ‘ : — : :
0.5 1 1.5 min|
ELST A, ELSTA, ELSD Signal (D:\DATA\1118\L307567D\018-D5F-B9-S919151$5.D)
LSU 1 0
125 N
11
10 - e
e ————————s = ‘ — , :
0 0.5 1 15 min
“MSD1 SPC, time=0.812 of D:\DATA\1118\L307567D\018-D5F-B9-S919151$5.D ES-API, Scan, Frag: 100, "POS"
E 393.2
RT 0.814 50
04 13240 361.2 | 3962
~— R R — . — R e T S T
100 300 350 400 m/z7
“MSD1 SPC, time=1.297 of D:\DATA\1118\L307567D\018-D5F-B9-S919151$5.D ES-API, Scan, Frag: 100, "POS"
E 451.0
50 453.2
RT 1.293 ] 165.2
] ” 473.0
04— A e . - e .
100 200 300 400 500 m/2
*MSD2 SPC, time=1.292 of D:\DATA\1118\L307567D\018-D5F-B9-S919151$5.D ES-API, Scan, Frag: 100, "NEG"
E 449.2
50
RT 1.293 ]
] 259.0 H 452.0
0 , — : — L , : k
200 300 400 500 m/z

71123377193_(6792_6)
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MaxPeak: 100.00% 891 0024$A

Ret Time: 1.281 min DAD1 A, Sig=215,10 Ref=off (D:\DATA\1118\L307427D\SAMPL038.D)

mAU
400

N
II N;N\ 0 I [ § — i} B
H N [ T T T T T T T T T T T
i < “<<:::> 0 0.5 1 15 min
DADT B, Sig=254,10 Ref=off (D\DATA\1118\L307427D\SAMPL038 D)
o o] (¢}
b
7

200

0 — —
Mol Wt 405.41 ——

Exact Mass 405.15 MSD1 TIC, MS File (D:\DATA\1118\L307427D\SAMPL038.D) API-ES, Scan, Frag: 120, "Pos"
/1.308

o

min|

# Time Area% 800000
600000

1 1.281 100.00

I

N

o

o

o

o

o
|

200000
0 — : ‘ —_— — ; ; ;
05
MSD2 TIC, MS File (D:\DATA\1118\L307427D\SAMPL038.D) , Scan, Frag: 120, "Neg’
\1.303

T
1.5 min

o

3000000
2000000

1000000

Lo b b b

o

T T T T T T T T T T T

T
0 0.5 1 1.5 min
ADC1 B, ELSD (D:\DATA\1118\L307427D\SAMPL038.D)

mV N
40 M
35 [
30 |

22 ) o
04— —_—

\ T
0 0.5 1 1.5 min
*MSD1 SPC, time=1.305 of D:\DATA\1118\L307427D\SAMPL038.D API-ES, Scan, Frag: 120, "Pos"

406.2

50

RT 1.308 407.3

T T

T = | - — I T T ] T T - T ‘ . T = T - T = n ‘ T ‘I - T 7 ‘
100 200 300 400 500 m/z
*MSD2 SPC, time=1.295 of D:\DATA\1118\L.307427D\SAMPL038.D , Scan, Frag: 120, "Neg"

4041

RT 1.303 4051

T T T T T T T T
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MaxPeak: 98.46% $
Ret Time: 1.428 min DAD1 A, Sig=215,10 Ref=off (DADATAV1118\L307427D\SAMPLO34.D)
mAU 7 11.428
800 !
600 4 I
400 I
" 200 1041 It
11— N I TS
; N=N T T T T T T T T T T
it < 0 0.5 1 15 min
DAD1 B, Sig=254,10 Ref=off (D\DATAV1118\L307427D\SAMPL034.D)
. o o ci mAU 3 '
| ’\
Lo 300 4 l
200 I
100 3 N o
0 %' T “‘r - - T T . - — - T
Mol Wt 444.27 o T T s T T L i
Exact Mass 443.06 MSD1 TIC, MS File (D\DATA\1118\L307427D\SAMPL034.D) API-ES, Scan, Frag: 120, "Pos"
# Time  Area$% E [N1:452
_________________ 800000 -
1 1.041 1.54 600000 7
2 1.428 98.46 400000
200000 3 1.066
1 - ———— o [ B
0 , s 1 ‘
0 0.5 1
MSD2 TIC, MS File (DADATA\118\L307427D\SAMPL034.D) , Scan, Frag: 120,
3000000
2000000 -
1000000
] 1.062
0 — . =
0 0.5 1
ADC1 B, ELSD (D\DATA\1118\L307427D\SAMPLO034 D)
mV 5 N
50 N
40 [
30 [\
E ) N
207 _— . s ——— —
0 0.5 1 15 min|
*MSD1 SPC, time=1.065 of D:\DATA\1118\L307427D\SAMPL034.D API-ES, Scan, Frag. 120, "Pos"
313.0
40 1571 351.1
RT 1.066 20
0] 204.1 (3150 3531 3931
— "|"” T . | et “” T e “ T ‘
100 200 300 400 500 m/z
*MSD1 SPC, time=1.445 of D:\DATA\1118\L307427D\SAMPL034.D API-ES, Scan, Frag: 120, "Pos"
E 4440
] 446.1
50
- .
RT 1.452 ] ’448‘0
ol - S . | A i . |
100 200 300 400 500 m/z
*MSD2 SPC, time=1.055 of D:\DATA\1118\L307427D\SAMPL034.D , Scan, Frag: 120, "Neg"
E 311.0
RT 1.062 ;8_ 3991
' ] 3130 3850 412.0437.7
04 “ e TR | . R e e ‘. M e e N | we u\lmlm R |‘\ ERT TS . ‘
100 200 300 400 500 m/z
*MSD2 SPC, time=1.455 of D\DATA\1118\L307427D\SAMPL034 D , Scan, Frag: 120, "Neg"
E W
50
- .
RT 1.457 ] 446.0
0, _— . _— . S | N , ,
200 300 400 500 m/z

71123371957 (6792_3)
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Ret Time: 1.448 min DADT A, Sig=215,16 Ref=off (D:\D\12_04\L313528D\026-D5B-C9-5993110$1.D)
mAU 3 1.448
| |
300 ‘M‘
2005 J‘
100 é N —
T T - ‘ T T ] T T ‘ T T
0 0.5 1 1.5 min
~\ DAD1 B, Sig=254,16 Ref=off (D:\DV12_04\L313528D\026-D5B-C9-5993110%1.D)
o” \ )\ mAUé “\
N/ N 50 3 i
E e
25 —— T I
0
257 ‘.‘
MOl Wt 281.35 0 ‘ ‘ I ‘ 0‘5 I ‘ I »} l I 1[5 I ‘ I min
Exact Mass 281.18 MSD1 TIC, MS File (D:\D\12_04\L313528D\026-D5B-C9-S993110$1.D) ES-API, Fast Scan, Frag: 100, "POS"
# Time Area% 300000 N.457
""""""""" 200000 - M
1 1.448 100.00 1 |
100000 i
1 Y | ) NN
0 ‘ ‘ i ‘ \ i ; ‘ i I ‘ i i ‘ \ i ‘ ‘ i
0 0.5 1 15 min
MSD2 TIC, MS File (D:\D\12_04\L313528D\026-D5B-C9-S993110$1.D) ES-API, Fast Scan, Frag: 100, "NEG"
] 11.462
3000 -
2000 -
1000 7
] ~ DAY S
04 \/x/\fw\/\ﬂAA/;AA/\J\/\/\A"’\,f/\J'\/M o /\/ v
e — .
0 0.5 1 1.5 min|
ELS1 A, ELSTA, ELSD Signal (D:\D\12_04\[313528D\026-D5B-C9-5993110$1.D)
LSU 1
] It
B |
304 I
| | \‘
20- /|
- I}
10 : — - :
0 0.5 1 1.5 min
"MSD1 SPC, time=1.457 of D:\D\1Z_04\L313528D\026-D5B-C9-599311051.D ES-API, Fast Scan, Frag. 100, "POS"
282.2
RT 1.457 0 283.2
01 S — . ‘ . . . |
100 200 300 400 500 m/z
"MSD2 SPC, time=1.462 of D:\D\12_04\L313528D\026-D5B-C9-5993110$1.D0 ES-API, Fast Scan, Frag: 100, "NEG"
399.0
75 199.4 366.8
- 318.2 8 14010
RT 1.462 50 135.0 510.4
946 : 2024 2388 266.6 b % % .
25 | . | : : | J “ ; | | \‘2%7 I\ Hl . \34§ \|378" | HI 1l |‘43ﬁ\“§ hl i ?0“8 ‘ ; \5‘509 ; \5‘9\
100 200 300 400 500 m/z

72851084476_(ZINC882196186)
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MaxPeak: 100.00% $
Ret Time: 1.308 min DAD1 A, Sig=215,16 Ref=off (D:\D\12_04\L313528D\010-D5B-A9-599311981.D)
mAU 7 1-308
E 4\
ﬁCB o |
N 100,: e J ‘\r—“ e e
/ i e e
o/ \ N ] T /I I T T | T T ] T T
0 0.5 1 15 min
DAD1 B, Sig=254,16 Ref=off (D:\D\12_04\L313528D\010-D5B-A9-S993119%1.D)
mAU 7 |
E i
50 - I\
F ] [ —T
O {;77“ o ;ﬂiil‘( e -
] |
Mol Wt 297.33 ! ‘ - 7 — —
Exact Mass 297.15 MSD1 TIC, MS File (D:\D\12_04\L313528D\010-D5B-A9-S993119$1.D) ES-API, Fast Scan, Frag: 100, "POS"
# Time Area% 3000005 ('\1'320
| IR
_________________ 3 _
1 1.308 100.00 200000 I
100000 ’
I - s -
0 ‘ . — B — -
0 0.5 1 15 min
MSD2 TIC, MS File (D:\D\12_04\L313528D\010-D5B-A9-S993119$1.D) ES-API, Fast Scan, Frag: 100, "NEG"
3000 1822
g i
2000 i
1000 4
] - /\“’K\‘/\/\,/ ~ANA ANV VY
04 AN AT - Vv !
— Al —
0 0.5 1 1 min|
ELSTA, ELSTA, ELSD Signal (D:\D\12_04\L313528D\010-D5B-A9-S993119$1.D)
LSU 1 .
E f
1 Il
20 |
3 [
15 I
10 — s ———— —
0 0.5 1 15 min
*MSD1 SPC, time=1.316 of D:\D\12_04\L313528D\010-D5B-A9-5993119$1.D ES-API, Fast Scan, Frag: 100, "POS"
E 298.2
50
RT 1.320 ] 299.2
0L O S —
100 150 200 250 300 350  m/z
*MSD2 SPC, time=1.322 of D:\D\12_04\L313528D\010-D5B-A9-599311981.D ES-API, Fast Scan, Frag: 100, "NEG"
E 350.0
;gf 351.2 540.8
RT 1.322 31 926 456.8
254 ‘ | 1\70‘2 21\5'4 I282‘2 \318-6 | ‘|%§4'8 \|385'6 |\|414\'0 4392 502.2 \545‘\2 \58
- | T L T | 1 T T T ‘ T T T T ‘ T II T T ‘I T T T T
100 200 300 400 500 m/z

72851916546
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MaxPeak: 90.85% $
Ret Time: 1.344 min DAD1 A, Sig=215,16 Ref=off (D:\D\12_04\L313528D\028-D5B-D2-5993127%$1.D)
mAU 3 11.344
3 |
o 150 - 1.324
\ ~ 100 T
50 e
\ /)\N & ; /TN : : : : : . ‘ :
N 0 0.5 1 15 min
.
Mol Wt 285.32 o 05 D 15 in
Exact Mass 285.15 MSD1 TIC, MS File (D\D\12_04\L313528D\028-D5B-D2-5993127$1.D) ES-API, Fast Scan, Frag: 100, "POS"
; o E 11.354
# Time Area$ 200000 A
U | e |
2 1.344 90.85 100000 3
50000 e o\
04+ — : E—— [ EE——
0 0.5 1 15 min
MSD2 TIC, MS File (D:\D\12_04\L313528D\028-D5B-D2-5993127$1.D) ES-API, Fast Scan, Frag: 100, "NEG"
: 1.368 A
2000 A ~
] A AN Vi
1000f LT\/’K\\/J \‘/\ x
] N Y,
0 ,: \_/A\/\/\\ AT~ - /_/ W \AN\\ /> \v/\A
— - —
0 0.5 1 15 min
ELSTA, ELS1A, ELSD Signal (D\D\12_04\L313528D\028-D5B-D2-5993127%1.D)
Lsu 4 I
14 3 1
hu | |
135 [
124 M
113 ) - - D B G
T T T T I T T T T T T T T T I T T T T
0 0.5 1 15 min
*MSD1 SPC, time=1.352 of D\D\12_04\L313528D\028-D5B-D2-599312751.0 ES-API, Fast Scan, Frag: 100, "POS"
286.2
RT 1.354 50 287.2
ol _— S W . — ‘
100 200 300 400 500 m/z
*MSD2 SPC, time=1.369 of D\D\12_04\L313528D\028-D5B-D2-5993127$1.0 ES-API, Fast Scan, Frag: 100, '"NEG"
3672
80 401.0 4254
170.4 50
RT 1.368 60 2190 g 2766 384t 438.6 ‘
90.6 ZP 6 . ’2
404 %0 | ppse | (POFT seo s2e] | Bes2 pagp |
100 200 300 400 m/z

72850584231_(ZINC881997690)
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MaxPeak: 100.00% $ ‘ |
Ret Time: 1.625 min DAD1 A, Sig=215,16 Ref=off (D:\D\12_04\L313528D\022-D5B-C4-S999646$1.D)
mAU 3 11625
200 5 ‘\
F 150 3 I
100 é 777777777 e el M
cl 50% e -
— ———————————————
0 0.5 1 15 min
F DAD1 B, Sig=254,16 Ref=off (D:\D\12_04\L313528D\022-D5B-C4-5999646$1.D)
= mAU 3 \
o7 \ 3 S | S
N/ N 207 - -
1 o~ P
0 |
-20 - .
Mol Wt 350.79 I T ] T
Exact Mass 350.13 MSD1 TIC, MS File (D:\D\12_04\[313528D\022-D5B-C4-5999646$1.D) ES-API, Fast Scan, Frag: 100, "POS"
# Time  Area% E :“\1-638
“““““““““ 100000 M
1 1.625 100.00 ] I
] ~__ [
50000 4 N o [\
] / N~ ] N
04 — S _
S ‘ ‘ S —
0 0.5 1 1.5 min
MSD2 TIC, MS File (D\D\12_04\[313528D\022-D5B-C4-5999646$1.D) ES-API, Fast Scan, Frag: 100, "NEG"
6000
4000
2000
1 A AT
0 T T T ‘ T T ‘ T T T T | T T T T
0 0.5 1 1.5 min
ELS1 A, ELSTA, ELSD Signal (D:\D\12_04\L313528D\022-D5B-C4-S999646$1.D)
LSU { |
- i
14 i
12 M
_ ‘ ‘ ‘ —_—— E————Se~sS
0 0.5 1 1.5 min|
“MSD1 SPC, time=1.632 of D:\D\12_04\L313528D\022-D5B-C4-S999646$1.D ES-API, Fast Scan, Frag: 100, "POS"
7 351.2
50
RT 1.638 ]
] 157.0 H 354.0
0L . S | S . — e
100 150 200 250 300 350 m/z
*MSD2 SPC, time=1.638 of D:\D\12_04\L313528D\022-D5B-C4-5999646%1.D ES-API, Fast Scan, Frag: 100, "NEG"
E 457410
RT 1.639 507
1 1516 216.6 265.2 320.8 3690 4014 4370 459.8 505, 5618
. T Ll . L SR E I L1 ‘\| J‘I\I AT 1 T il A K\ i : !
200 300 400 500 m/z

74767502333
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MaxPeak: 100.00% $ ‘
Ret Time: 1.569 min DADT A, Sig=215,16 Ref=off (D\D\12_04\L313528D\020-D5B-C2-5S999649$1.D)
mAU 1.569
F 200
100
T T T T ;
0 0.5 1 15 min
F DAD1 B, Sig=254,16 Ref=off (D:\D\12_04\L313528D\020-D5B-C2-S999649$1.D)
R mAU*;
o \ 40
S~ 204
N 0]
-20 3
Mol Wt 316.35 0 05 ] 15 T
Exact Mass 316.17 MSD1T TIC, MS File (D:\D\12_04\L313528D\020-D5B-C2-S999649$1.D) ES-API, Fast Scan, Frag: 100, "POS"
# Time Areas ] 1.578
_________________ 200000
1 1.569 100.00 ]
100000 -
O; I I I T
0 0.5 1 15 min
MSD2 TIC, MS File (D:\D\12_04\L313528D\020-D5B-C2-5999649$1.D) ES-API, Fast Scan, Frag: 100, "NEG"
4000 4 1.585
3000 3
2000
1000 5
0 E RN 0 U PN
e -
0.5 1 1.5 min
ELS1 A, ELSTA, ELSD Signal (D:\D\12_04\L313528D\020-D5B-C2-S999649$1.D)
LSU 4
16
14
127
h T T T T T T T T T T T T T T T T T T T
0 0.5 1 1.5 min|
*MSD1 SPC, time=1.573 of D:\D\12_04\L313528D\020-D5B-C2-S999649$1.D0 ES-API, Fast Scan, Frag: 100, "POS"
] 317.2
50 -]
RT 1.578 1 318.2
01 T T L T T
100 200 300 400 m/z
*MSD2 SPC, time=1.579 of D\D\12_04\L313528D\020-D5B-C2-S999649$1.D ES-API, Fast Scan, Frag: 100, "NEG"
E 268.4 398.8 511.2
I 254.8 3242 349 | 384.0 4710
RT 1.585 50 3 :
E 112.0 258.6 326.4 ‘386'2 f12:2 44 ‘.8 4740 go4
254 7 : S N— : B IS i A IR u
100 200 300 400 500 m/z
Inj.Date 12/3/2020 N Acg. Method C:\Users\ -»> ->

74767502336_



weean: 10000t | $093149$3 i1
Ret Time: 1.062 min | I
DAD1 A, Sig=215,10 Ref=off (D:WORK\D\12\12_04\L313280D\SAMPL031.D)
N mAU 5 1.062
z 200 3
X 150
100 -
0, NH 50%
0 1 T T T
N 0 0.5 1 15 min
N DAD1 B, Sig=254,10 Ref=off (D:\WORK\D\12\12_04\L313280D\SAMPL031.D)
7 /N mAU 3
\—/ 100
50 7
Cl 3
03
503
Mol Wt 430.85 ) 05 ] 15 o
Exact Mass 430.1 MSD1 TIC, MS File (D:\WORK\D\12\12_04\L313280D\SAMPL031.D) API-ES, Scan, Frag: 120, "Pos"
; o ] 1.086
# Time Area% 600000 |
1 1.062 100.00 400000 -
200000 - -
] J/\/\k -
T T T T T ‘ T ‘ ‘
0 0.5 1 15 min
MSD2 TIC, MS File (D\WORK\D\12\12_04\L313280D\SAMPL031.D) , Scan, Frag: 120, "Neg"
300000 1078
200000 -
100000 3
e
0 . 1 1.5 min
ADC1 A, ADC1 ELSD (D:\WORK\D\12\12_04\L313280D\SAMPL031.D)
mV 3
253
245 o o
777\ T T T ‘ T T T T ‘ T T T T ‘ T T T
0 0.5 1 1.5 min|
*MSD1 SPC, time=1.084 of D:\WORK\D\12\12_04\L313280D\SAMPL031.D API-ES, Scan, Frag: 120, "Pos"
40 431.0
E 4329
RT 1.086 207 1571 ‘4340
0 ) | ‘\ }
T T T T | T T I
100 200 300 400 500 m/2
*MSD2 SPC, time=1.073 of D:\WORK\D\12\12_04\L313280D\SAMPLO031.D , Scan, Frag: 120, "Neg"
E 429.0
205
RT 1.078 3
103 “4&0
0 : : B :
200 300 400 500 m/2
Inj.Date 12/4/2020 K -VL- Acq. Method C:\HPCHEM\-> ->

7762205396_



MaxPeak: 100.00% 8993131$5A
Ret Time: 1.171 min
DAD1 A, Sig=215,16 Ref=off (D:\DATE\DES\1112\VST\L316086R\034-D2F-G6-S993131$5A.D)
mAU 1.171
600 -
o 400
ool
HN o ] a
N I T T T
A 0 0.5 1 1.5 min
° DAD1 B, Sig=254,16 Ref=off (D:\DATE\DES\1112\VST\L316086R\034-D2F-G6-5993131$5A D)
x o mAU 1
N 200 4
= ]
100
0 f M
-100
Mol Wt 403.39 0 o's ] s i
Exact Mass 403.13 MSD1 TIC, MS File (D:\DATE\DES\1112\VST\L316086R\034-D2F-G6-5993131$5A.D) ES-API, Fast Scan, Frag
# Time Area$ 500000 - 1.179
————————————————— 400000 3
1 1.171 100.00 300000 =
200000 5
100000 -
I I I T
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\DES\1112\VST\L316086R\034-D2F-G6-S993131$5A.D) ES-API, Fast Scan, Frag
600000 1.182
400000
200000
0; I I I T
0 0.5 1 1.5 min|
ELS1 A, ELSTA, ELSD Signal (D:\DATE\DES\1112\VST\L316086R\034-D2F-G6-5993131$5A.D)
LSuU
12
114
10; I I I T
0 0.5 1 1.5 min
*MSD1 SPC, time=1.175 of D:\DATE\DES\1112\VST\L316086R\034-D2F-G6-S993131$5A.D ES-API, Fast Scan, Frag: 100, "POS'
E 404.0
RT 1.179 50 157.0
] \ 406.2
0+ T I I T I I
100 500 m/z
*MSD2 SPC, time=1.180 of D:\DATE\DES\1112\VST\L316086R\034-D2F-G6-S993131$5A.D ES-API, Fast Scan, Frag: 100, "NEG]
E 402.0
RT 1.182 503
] | 404.2
o+
100 200 300 400 500 m/z
Inj.Date 12/11/2020 Y Acqg. Method C:\Users\ -> ->

7762217606_



Ret T ime: 1.361 min DAD1 A, Sig=215,10 Ref=off (D:\DATA\12\16\L317142D-PART1\SAMPL032.D)
mAU 1.361
O |
1.401
100 0.791 -
) NH
0 [ I I I 1
0, 0 0.5 1 1.5 min
\\N DAD1 B, Sig=254,10 Ref=off (D:\DATA\12\16\L317142D-PART 1\SAMPL032.D)
s mAU
// 50
N—N
25
0
-25
503 \ \ \ ‘
Mol Wt 395.41 ! o 1 T —
1 s ile (D: 1 7 - 1 . -ES, Scan, Frag: , "Pos
Exact Mass 395 15 MSD1 TIC, MS File (D:\DATA\12\16\L317142D-PART1\SAMPL032.D) API-ES, S F 120, "Pos"
# Time Area% 1.385
_________________ 600000 +
1 0.791 1.38 400000
2 0.924 1.34 ]
3 1.361 94.15 200000
4 1.401  3.13 ) \ =7 \ -
0 0.5 1 15 min
MSD2 TIC, MS File (D:\DATA\12\16\L317142D-PART1\SAMPL032.D) , Scan, Frag: 120, "Neg"
1000000 5 1.382
750000
500000
250000
04 ‘ : S— ‘ T
0 0.5 1 15 min|
ADC1 A, ADC1 ELSD (D:\DATA\12\16\L317142D-PART1\SAMPL032.D)
mV
26
25
244 : i i 1
0 0.5 1 1.5 min
*MSD1 SPC, time=0.818 of D:\DATA\12\16\L317142D-PART1\SAMPL032.D API-ES, Scan, Frag: 120, "Pos"
E 157.1
50 E
RT .81 ] .
0.818 ] 100.9 159.0 ‘256 6‘ 284.1 512.1
0 -] [ . ol il . . e .. . I o .. . I I
| T T | T T | I | T I
100 500 m/Z
*MSD1 SPC, time=0.940 of D:\DATA\12\16\L317142D-PART1\SAMPL032.D API-ES, Scan, Frag: 120, "Pos"
E 359.1
RT 0.938 507 157.1 360.1
R I
100 200 300 400 500 m/Z
*MSD1 SPC, time=1.389 of D:\DATA\12\16\L317142D-PART1\SAMPL032.D API-ES, Scan, Frag: 120, "Pos"
g 396.0
50 E
] 397.0
RT 1.385 ] 1571
0- I . T = \ T ‘ \ T
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.378 of D:\DATA\12\16\L317142D-PART1\SAMPL032.D , Scan, Frag: 120, "Neg"
E 394.0
RT 1.382 50 395.1
0- I \ \ T I \
100 200 300 400 500 m/7
Inj.Date 12/16/2020 LB -VL- Acg. Method C:\HPCHEM\-> ->

7762209308_



s v, | U21110182 MAARAR

DAD1 A, Sig=215,16 Ref=off (D:\DATA\1218-2\L318393D\SAMPL000045.

mAU 3 1.246
Br

N 0 ——

; T ; . : : : : : : : : : : : :
0.5 1 1.5 min|
DAD1 B, Sig=254,16 Ref=off (D:\DATA\1218-2\L318393D\SAMPL000045.D)

o mAU 3

-
o
o

~

T I I I T
min|

Mol Wt 334.16 -50
Exact Mass 333.01

# Time Area%

. 1 1.5
MSD1 TIC, MS File (D:\DATA\1218-2\L318393D\SAMPL000045.D) ES-API, Scan, Frag: 100, "POS"

_________________ ] 1.249
1500000 H
1 1.246 100.00 ]
1000000 -
500000;
B \ \ \ ‘
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATA\1218-2\L318393D\SAMPL000045.D) ES-API, Scan, Frag: 100, "NEG"
200000 *; 1.250
150000
100000
50000 |
4 T T T T T T T T T T T T T T T T T T T
0.5 1 1.5 min|
ADC1 A, ELSD (D:\DATA\1218-2\L318393D\SAMPL000045.D)
mV ]
100
80
60
40 { I I I T
0.5 1 1.5 min|
*MSD1 SPC, time=1.248 of D:\DATA\1218-2\L318393D\SAMPL000045.D ES-API, Scan, Frag: 100, "POS"
E 157.2 336.0
RT 1.249 507 133, 337.0
0; ‘ L I : n‘ [ . ‘H : ‘. . H‘ m‘ ‘ . | . =
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.253 of D:\DATA\1218-2\L318393D\SAMPL000045.D ES-API, Scan, Frag: 100, "NEG"
B 255.4 283.2
1 132 350 417.2 533.0
RT 1.250 507: ‘ 202.0 4.2 8 1 ‘ #12% ‘391'0‘ 2'2 4 509¢ 5470
0 ,: ‘ it el el ﬂ\}‘m.%ﬁh il m““%‘ el Hﬁf%\n‘\ mm‘mm\\h”\“w ﬁm o ‘ﬁ%m‘ﬂ\‘ Huuﬁ]w \m'% \M‘.\,m\m\‘HM ZWW il il |\umhmm"\u\-‘mmlummlnhwn‘
100 200 300 400 500 m/Z|
Inj.Date 12/18/2020 M -5- Acq. Method C:\CHEM32\-> ->

74497433897 _



Ret Time: 3.558 min

s | U21110269 RN

DAD1 A, Sig=215,16 Ref=off (D:\DATA\12\1222\L.319244D\SAMPL000004.
mAU 3.558

\ ’ 1 2 3 4 5 min
Y DAD1 B, Sig=254,16 Ref=off (D:\DATA\12\1222\L.319244D\SAMPL000004.D)

Mol Wt 341.78 4 I I I I ‘
Exact Mass 341 04 MSD1 TIC, MS File (D:\DATA\12\1222\L319244D\SAMPL000004.D) ES-API, Scan, Frag: 100, "POS"

# Time  Area$ 3.599
_________________ 60000

1 3.558 100.00 40000
20000

min

I T T I [ T
1 2 3 4 5 min|
MSD2 TIC, MS File (D:\DATA\12\1222\L319244D\SAMPL000004.D) ES-API, Scan, Frag: 100, "NEG"

3.603

40000
30000
20000
10000

4 5 min

1 2 3
ADC1 A, ADC1 (D:\DATA\12\1222\L319244D\SAMPL000004.D)

mV
26

25
24
23

I I T I I T
1 2 3 4 5 min|
*MSD1 SPC, time=3.598 of D:\DATA\12\1222\L.319244D\SAMPL000004.D ES-API, Scan, Frag: 100, "POS"

324.0

RT 3.599 %0

147.0 296F \3640
.. . I, b 1 B

T T T T : T T T T T T T T T T T T T T T T
100 200 300 400 500 600 700 800 m/7
*MSD2 SPC, time=3.602 of D:\DATA\12\1222\L319244D\SAMPL000004.D ES-API, Scan, Frag: 100, "NEG"

340.0

RT 3.603

[$))
o
[P |

o

216.0 ‘ 376.0
[ . .

|
200

\ — N = ‘ T
400 600 800 m/Z

Inj.Date 12/21/2020 LT -4 - Acq. Method C:\CHEM32\-> -»>

71866628450_



U173081%3 —

MaxPeak: 96.04%

Ret Time: 1.098 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\1223\.319791D\SAMPL000033.
mAU 1.098
800 |
N 600 3
~ 400
2004 L0.815 1,542
o) NH 0+ T T T T T T T — T T T T T T T - T T
Y 05 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\DATA\1223\[319791D\SAMPL000033.D)
N mAU E
50 5
(6] 0 é
-50
Mol Wt 333.38 o o ] T —
Exact Mass 333.17 MSD1 TIC, MS File (D\DATA\1223\L.319791D\SAMPL000033.D) ES-API, Scan, Frag: 100, "POS"
4 Time Areas 8000000 1117
————————————————— 6000000
1 0.815 1.16 4000000%
2 1.098 96.04 ]
2000000 0.823 1.561
3 1.542  2.79 ]
0 I I I T
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATA\1223\L319791D\SAMPL000033.D) ES-API, Scan, Frag: 100, "NEG"
200000 1.118
150000 -
100000 3
50000
0 4 I I I T
0.5 1 1.5 min
ADCT A, ELSD (D:\DATA\1223\[319791D\SAMPL000033.D)
mV 3
60
50
404
30 - ‘ ‘ : ‘
0.5 1 1.5 min
*MSD1 SPC, time=0.823 of D:\DATA\1223\L319791D\SAMPL000033.D ES-API, Scan, Frag: 100, "POS"
3 157.0
40 5
RT 0.823 20
E 167.2 315.2
0- ‘ e - ‘ ‘ ‘
100 200 300 400 500 m/z
*MSD1 SPC, time=1.116 of D:\DATA\1223\L319791D\SAMPL000033.D ES-API, Scan, Frag: 100, "POS"
E 334.2
RT 1.117 50
03 157.2 | 336.2
| T T | | T T I | T I
100 200 300 400 500 m/z
*MSD1 SPC, time=1.558 of D:\DATA\1223\.319791D\SAMPL000033.D ES-API, Scan, Frag: 100, "POS"
40 157.0
RT 1.561 20
] , 1672 |, 448.0
0- I L I \ iy \
100 200 300 400 500 m/z
*MSD2 SPC, time=0.836 of D:\DATA\1223\.319791D\SAMPL000033.D ES-API, Scan, Frag: 100, "NEG"
349.0
0‘01f 313.0
RT 0.835 0051 9101130 350.0 376.0
o ‘ ‘\89"-‘2‘\1 no . “14“7-5‘“1“7‘&“?“‘“ 2046 2490, ?7§:()‘ 1043 W L “‘3‘8?7-”%‘ 4230, 4562 “‘48“8-8 5276 | 5666
100 200 300 400 500 m/z
Inj.Date 12/23/2020 OA -3- Acqg. Method C:\CHEM32\-> ->

74872561628 _



MaxPeak: 98.86% $
Ret Time: 0.874 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\12.2020\20\L318974D\027-D5B-C9-U172997$2.D)
mAU ] 0.874
NF 1000 -
_ 500 ]
] L 1182
0 0 I ‘ ‘ ‘ ‘
0 0.5 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\DATA\12.2020\20\L318974D\027-D5B-C9-U172997$2.D)
N
mAU
50
o 1
0
-50 ‘
Mol Wt 3324 ; N ] P —
Exact Mass 332.18 MSD1 TIC, MS File (D:\DATA\12.2020\20\L318974D\027-D5B-C9-U172997$2.D) ES-API, Scan, Frag: 100, "PQ
# Time  Area% 1000000 0.887
_________________ 800000
1 0.874 98.86 600000
2 1.182 1.14 400000
200000 - 1192
0 B ‘ T ‘ “ T L T ‘ T
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATA\12.2020\20\L318974D\027-D5B-C9-U172997$2.D) ES-API, Scan, Frag: 100, "NE
E 0.882
1500
1000
500 |
0 . I I I T
0 0.5 1 1.5 min
ELS1 A, ELSTA, ELSD Signal (D:\DATA\12.2020\20\_318974D\027-D5B-C9-U172997$2.D)
LSU 1
18
16
14
124
1 T T T T
. 1 1.5 min
*MSD1 SPC, time=0.887 of D:\DATA\12.2020\20\L318974D\027-D5B-C9-U172997%$2.D ES-API, Scan, Frag: 100, "POS"
E 333.0
RT 0.887 50*; 334.0
01— I I I I ‘L I
100 150 200 250 300 350 m/7
*MSD1 SPC, time=1.196 of D:\DATA\12.2020\20\L318974D\027-D5B-C9-U172997%$2.D0 ES-API, Scan, Frag: 100, "POS"
] 279.0
20
RT 1.192 10 2800 333.0
0l 1012 1740 T | 58
e — — ‘ ‘ ‘ —
100 200 300 400 500 m/2
*MSD2 SPC, time=0.883 of D:\DATA\12.2020\20\L318974D\027-D5B-C9-U172997%$2.D ES-API, Scan, Frag: 100, "NEG"
0.2% 255.0 283.4 330.8 418.8
E ’ 471.0
RT 0.882 0157  gg6 779 3228 351.0 3928
013 1800 2438 277 #3520 ‘ 40084270 4570 5146 57
T ‘ T T T T ‘ T T T T ‘ T T L T T ‘ T T T T ‘ T T T T
100 200 300 400 500 m/7

Inj.Date 12/19/2020

74872561612

CH <invalids> 13 Acg. Method C:\Chem32\->



MaxPeak: 100.00% $
Ret Time: 1.524 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\12.2020\24\[320039D-PART1\016-D5
mAU -
1505
100
50
0 4 I I I T
0 0.5 1 1.5 min|
DAD1 B, Sig=254,16 Ref=off (D:\DATA\12.2020\24\[320039D-PART 1\016-D5B-F8-U217010$A.D)
mAU h
50
0
-505“““““““““‘
Mol Wt 397.22 0 o5 ] 15 -
Exact Mass 396.02 MSD1 TIC, MS File (D:\DATA\12.2020\24\[320039D-PART 1\016-D5B-F8-U217010$A.D) ES-API, Scan, Frag: |
# Time Area% 10000 3 1.533
----------------- 7500
1 1.524 100.00 5000
2500
0 = I T I T
0 . 1 K min|
MSD2 TIC, MS File (D:\DATA\12.2020\24\L320039D-PART1\016-D5B-F8-U217010$A.D) ES-API, Scan, Frag:
= 1535
30000
20000
10000
0 3 I I I — T
0 0.5 1 15 min
ELST A, ELS1A, ELSD Signal (D:\DATA\12.2020\24\L320039D-PART 1\016-D5B-F8-U217010$A.D)
LSU ]
10.6
10.4
10.2
1 T T T T
0.5 1 1.5 min|
*MSD1 SPC, time=1.531 of D:\DATA\12.2020\24\.320039D-PART1\016-D5B-F8-U217010$A.D ES-API, Scan, Frag: 100, "POY
g 397.0
50
RT 1.533 1 398.0
1 970 1210 174.0 214.4 23838 2776 332 ‘ 4218 47
: ; ‘ ‘ ‘ ; ; : ‘ ‘ ; | ; ‘ ;
100 200 300 400 m/7
*MSD2 SPC, time=1.535 of D:\DATA\12.2020\24\L320039D-PART 1\016-D5B-F8-U2170103A.D ES-API, Scan, Frag: 100, "NEQ
E 397.0
RT 1.535 50? 396.0
0 - | I ‘ ‘ | I | T
300 350 400 450 500 m/4
Inj.Date 12/24/2020 CH <invalid> -15- Acg. Method C:\Chem32\-> ->

71798873704 _



MaxPeak: 100.00% $ ‘
Ret Time: 1.488 min DAD1 A, Sig=215,10 Ref=off (D:\DATA\12\28\L320112D-PART1\SAMPL010.D)
mAU 7 1.488
400
200
N 07: J‘
I N T T T
" =\ 0 0.5 1 15 min
it < DAD1 B, Sig=254,10 Ref=off (D:\DATA\12\28\L320112D-PART1\SAMPL010.D)
y 5 mAU 1
200
100
0-
MO] Wt 345.36 0 T T T T 0‘5 T T T T 1‘ T T T T 1‘5 T T T min
FExact Mass 345.13 ] MSD1 TIC, MS File (D:\DATA\12\28\L320112D-PART\SAMPL010.D) API-ES, Scan, Frag: 120, "Pos
# Time Area% E 1.509
_________________ 200000 5
1 1.488 100.00 150000
100000 5
s0009 -
— ‘ — ‘
0 . 1 1.5 min|
MSD2 TIC, MS File (D:\DATA\12\28\L3207112D-PARTT\SAMPL010.D) , Scan, Frag: 120, "Neg"
E 1.510
1500000
1000000
500000
0 \ S \ ———
0 0.5 1 15 min
ADC1 B, ELSD (D:\DATA\12\28\L320112D-PART1\SAMPL010.D)
mV 4
30
25
20 i T
0.5 1 15 min|
*MSD1 SPC, time=1.505 of D:\DATA\12\28\L320112D-PART1\SAMPL010.D API-ES, Scan, Frag: 120, "Pos’
E 346.2
RT 1.509 507 347.1
0; - | ‘ I ‘\ .
| T | I T T | | T
100 200 300 400 500 m/z
*MSD2 SPC, time=1.515 of D:\DATA\12\28\L320112D-PARTT\SAMPLO10.D , Scan, Frag: 120, "Neg"
E 344.1
RT 1.510 507 345.1
0 I I ‘ L I I ‘
100 200 300 400 500 m/2)
Inj.Date 12/25/2020 LB -SL- Acg. Method C:\HPCHEM\-> ->

7638691128 _



MaxPeak: 100.00%
Ret_Time : 1.307 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\07.2021\02\L386426R\SAMPL0000
mAU -
600
400
200
N 0 T T T T T
N | l 0.5 1 1.5 min|
/ \ " DAD1 B, Sig=254,16 Ref=off (D:\DATA\07.2021\02\L386426R\SAMPL000032.D)
N
\\N N mAU ]
0 V\
Mol Wt 34536 ‘ o 4 ™ —
Exact Mass 345 13 MSD1 TIC, MS File (D:\DATA\07.2021\02\L386426R\SAMPL000032.D) ES-API, Scan, Frag: 100, "POS"
# Time Area% E 1.324
_________________ 800000
1 1.307 100.00 600000
400000 7;
200000 B
\ T \ ‘
0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATA\07.2021\02\L386426R\SAMPL000032.D) ES-API, Scan, Frag: 100, "NEG"
1.323
2000000
1500000
1000000
500000
e ———————————— e
. 1 15 min
ADC1 A, ELSD (D:\DATA\07.2021\02\L386426R\SAMPL000032.D)
mV 3
100 5
807
60
40
: : : ‘ : ‘ ‘ : : : : : : ‘ : : : : :
0.5 1 15 min
*MSD1 SPC, time=1.324 of D:\DATA\07.2021\02\L386426R\SAMPL000032.D ES-API, Scan, Frag: 100, "POS"
g 346.2
RT 1.324 507 157.2
] | 368.2
0- T T I I P I ‘
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.320 of D:\DATA\07.2021\02\L386426R\SAMPL000032.D ES-API, Scan, Frag: 100, "NEG"
g 344.2
RT 1.323 %07 3452
0- I I T ‘ “ I I ‘
100 200 300 400 500 m/7
Inj.Date 7/2/2021 CH P2-C-01 -5- Acqg. Method C:\CHEM32\-> ->

7762207984 _



MaxPeak: 97.01%
Ret Time: 1.631 min U341347$1
DADT A, 5ig=215,16 Ref=off (D:\DATE\0112\[324322R-PART 11002-D6F-A1-U34134751.D)
cl mAU 1.631
2004
1 942
100 09
1 T T T T ‘ T T T T ‘ T T T T ‘ T T T T
0.5 1 1.5 min
=~ DAD1 B, Sig=254,16 Ref=off (D:\DATE\0112\L324322R-PART 11002-D6F-A1-U34134751.D)
AU 1
o7 \ "4
Y/ N 20
N 0
-20
404 : : : :
0.5 1 1.5 min|
Mol Wt 315.8 MSD1 TIC, MS File (D:\DATE\0112\L324322R-PART1\002-D6F-A1-U34134751.D) ES-API, Scan, Frag: 100, "
Exact Mass 315.14 500000% 1.640
# Time Area$% b
1 0.942  2.99
2 1.631 97.01
e
0.5 1 1.5 min|
MSD2 TIC, MS File (DADATE\0112\L324322R-PART1\002-D6F-A1-U341347$1.D) ES-API, Scan, Frag: 100, '
] 1.641
60000 5
40000 ]
20000
0 - I I I T
0.5 1 1.5 min|
ADC1 B, ELSD (DA\DATE\0112\L324322R-PART1\002-D6F-A1-U341347$1.D)
mAu J
60
50
40
I T I T
0.5 1 1.5 min|
*MSD1 SPC, time=0.954 of DADATE\0112\L324322R-PART1\002-D6F-A1-U34134751.0 ES-API, Scan, Frag: 100, "POS"
E 210.2
50 -
RT 0.951 ] 2110
04 — L . ‘\“‘ . . . : : ‘ :
100 200 300 400 500 m/z
*MSD1 SPC, time=1.639 of DADATE\0112\L324322R-PART1\002-D6F-A1-U34134751.0 ES-API, Scan, Frag: 100, "POS"
E 316.2
RT 1.640 50 318.2
] | 319.2
0- I ] I L PN I i \ i \
100 200 300 400 500 m/2
*MSD2 SPC, time=1.643 of DADATE\0112\L324322R-PART1\002-D6F-A1-U34134751.D ES-API, Scan, Frag: 100, "NEG"
E 457.4
E 417.0 4712
RT - 1.641 ” 1 147.2 231.0  271.0 299.2 9 )9 % o
041 - e | T ‘ N "M‘\ [ '0\\“‘ H%‘\Hm i ‘\H‘%A\t\g\\:\%u \“ﬁ‘?‘un‘:‘ﬁ.h‘lj‘;‘%“%\H‘l‘um\\ﬁ ‘ugf\ ‘\m“wm‘\%Ju\"\%\”‘w‘h\mms.ﬁ“:f?\‘ 0 ““‘5“‘7‘?(’{0‘
100 200 300 400 500 m/z
Inj.Date 1/12/2021 E -10- Acq. Method C:\Chem32\-> ->

74658847372



Ret_T:i_me : 1.565 min DAD1 A, Sig=215,16 Ref=off (D:\D\01_11\L324247R-PART1\010-D5F-A9-U341346$1.D)
mAU 1.565
Br 200
100
‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘
0.5 1 1.5 min|
DAD1 B, Sig=254,16 Ref=off (D:\D\01_11\L324247R-PART1\010-D5F-A9-U341346$1.D)
~N mAU
o” \ 25
LN
N 0
-25
-50 ‘
Mol Wt 360.25 0 05 1 15 min
Exact Mass 359.09 MSD1 TIC, MS File (D:\D\01_11\L324247R-PART1\010-D5F-A9-U341346%$1.D) ES-API, Fast Scan, Frag: 100,
# Time  Area% 600000 1.575
1 1.565 100.00 400000
200000
o+- 00O OO OO0 OO —
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\D\01_11\L324247R-PART1\010-D5F-A9-U341346$1.D) ES-API, Fast Scan, Frag: 100, |
1.577
20000
15000
10000
5000
0 : : : ‘ : ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ — ‘
0 0.5 1 1.5 min|
ELS1 A, ELS1A, ELSD Signal (D:\D\01_11\L324247R-PART1\010-D5F-A9-U341346%1.D)
LSU
11.5
11
105 T T T T T T T T T
0 0.5 1 1.5 min
*MSD1 SPC, time=1.571 of D:\D\01_11\L324247R-PART1\010-D5F-A9-U341346%1.D ES-API, Fast Scan, Frag: 100, "POS"
] 360.0
] 362.0
50
RT 1.575 ] .
] 157.0 “361 0
01— . T T i T T T T
100 200 500 m/Z
*MSD2 SPC, time=1.577 of D:\D\01_11\L324247R-PART1\010-D5F-A9-U341346%1.D ES-API, Fast Scan, Frag: 100, "NEG"
B 296.4 351.0 530.2
1 345.0 395.2 4246 ’
KT 1577 7 166 o e 9182 372# 398% LL *;;;T % 5%;-8 o
] T 1‘128‘ ‘\lq ‘1976‘ | . 242‘*‘ \““ L 2‘92-§“\ “‘3##‘.8 ‘ “ ‘ “‘\ 4q118 f*b ?“ . ) “ \w1 . \‘5\4‘7\l6 ‘\‘ “‘596
100 200 300 400 500 m/z|
Inj.Date 1/11/2021 N Acg. Method C:\Users\ -»> ->

74658847373



MaxPeak: 100.00%
Ret _Time: 1.332 min

o T

DAD1 A, Sig=215,16 Ref=off (D:\DATA\01\0113V\L324932R\009-D5B-A8-

mAU 1 1.332
400
200
7 T
) o4+
. 0 0.5 1 1.5 min|
T DAD1 B, Sig=254,16 Ref=off (D:\DATA\01\0113V\L324932R\009-D5B-A8-U340878$35.D)
O
200 4
100 5
Mol Wt 492.55 0 T T T T 0‘5 T T T T 1‘ T T T T 1‘5 T T T \rnln
Exact Mass 492 17 MSD1 TIC, MS File (D:\DATA\01\0113V\L324932R\009-D5B-A8-U340878%$35.D) ES-API, Scan, Frag: 100, "PO
# Time  Area% B 1.347
----------------- 400000
1 1.332 100.00 1
200000
0 ; T T T T T T T T T T T T T T T T T T T
0 0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATA\01\0113V\L324932R\009-D5B-A8-U340878%$35.D) ES-API, Scan, Frag: 100, "NE
. 1.348
200000 ]
100000 ]
0 T \ \ ‘
0 0.5 1 1.5 min|
ELS1 A, ELS1A, ELSD Signal (D:\DATA\01\0113V\L324932R\009-D5B-A8-U340878$35.D)
Lsu ]
20
15
1 T i T
0 0.5 1 1.5 min|
*MSD1 SPC, time=1.347 of D:\DATA\01\0113V\L324932R\009-D5B-A8-U340878%$35.D ES-API, Scan, Frag: 100, "POS"
E 493.0
1 241.0
RT 1.347 50 494.0
] 253.0 515.0
0- I I e ‘ I I L ‘ \
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.351 of D:\DATA\01\0113V\L324932R\009-D5B-A8-U340878%$35.D ES-API, Scan, Frag: 100, "NEG"
9 491.0
50
RT 1.348 ] 493.0
01 ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ — ‘ ‘ ‘
200 300 400 500 m/2
Inj.Date 1/13/2021 LT -16- Acg. Method C:\Chem32\-> ->

7762213918 _



Ret T ime: 1.166 min DAD1 A, Sig=215,10 Ref=off (D:\DATA\03\13\L345563D\SAMPL012.D)
1.166
100
0 y N 50 -
7/ T e ———
AW 0 . 1 15 min|
DAD1 B, Sig=254,10 Ref=off (D:\DATA\03\13\L345563D\SAMPL012.D)
— mAU 7
100
\ 1
N 50 ij
I
Mol Wt 271.36 a—— 1 4 e —
Exact Mass 271 2 MSD1 TIC, MS File (D:\DATA\03\13\L345563D\SAMPL012.D) API-ES, Scan, Frag: 120, "Pos"
. . 1 1.187
# Time Area% 1500000 -
1 1.166 100.00 1000000
500000
0ol ———— : ; ; ; — — —
0 0.5 1 15 min|
MSD2 TIC, MS File (D:\DATA\03\13\L345563D\SAMPL012.D) , Scan, Frag: 120, "Neg"
600000 -] .183
400000
200000
] - - ]
01 —— — - s E—
0 0.5 1 1.5 min|
ADC1 B, ELSD (D:\DATA\03\13\L345563D\SAMPL012.D)
mV 3
50
40
30
20 : T T T T T T T T T T T T T T T T T
0 0.5 1 1.5 min|
*MSD1 SPC, time=1.185 of D:\DATA\03\13\L345563D\SAMPL012.D API-ES, Scan, Frag: 120, "Pos"
g 2722
50
RT 1.187 ] 273.1
0 \ \ - \ \ \ \
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.175 of D:\DATA\03\13\L345563D\SAMPL012.D , Scan, Frag: 120, "Neg"
E 2701
50;
RT 1.183 ] 2712
T e S O S
100 200 300 400 500 m/z
Inj.Date 3/13/2021 LB -SL- Acg. Method C:\HPCHEM\-> ->

74466780750 _



U853197%1

97%1.D)

MaxPeak: 90.21%
Ret Time: 1.359 min DAD1 A, Sig=215,16 Ref=off (D:\D\03_19\L347152D\046D6B-E9U8531
mAU ] 1.359
NF | 150 5
E 0.936
S 100 NI
50 3 _
N 0 E —
T I T I I T
0 \fo 0.5 1 1.5 min
! DAD1 B, Sig=254,16 Ref=off (D:\D\03_19\L.347152D\046D6B-E9U853197$1.D)
>, mAU 4 //\/
] — |
20
05— -
Br ]
20
MO] Wt 428.32 T T T T 0‘5 T T T T % T T T 1‘5 T T T wmm
Exact Mass 429.12 MSD1 TIC, MS File (D:\D\03_19\L347152D\046D6B-E9U853197$1.D) ES-API, Scan, Frag: 100, "POS"
# Time  Area% E 0.952 1.373
""""""""" 400000
1 0.936 9.79 ]
2 1.359 90.21 200000;
A T T T T
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\D\03_19\L347152D\046D6B-E0U853197$1.D) ES-API, Scan, Frag: 100, "NEG"
40000
30000 3
20000 -
10000 3
I I I T
0.5 1 1.5 min|
ADC1 A, ADC1A, Channel A (D:\D\03_19\347152D\046D6B-E9U853197$1.D)
mV E
10
8-
6 |
4 o -
- T T T T T T T T T T T T T T T T T T T
. 1 1.5 min|
*MSD1 SPC, time=0.955 of D:\D\03_19\L347152D\046D6B-E9U853197$1.D ES-API, Scan, Frag: 100, "POS"
E 302.0
50 3 157.0
RT 0.952 254 145.0 303.0
04 ‘ e : ‘H‘ : :
100 400 m/z
*MSD1 SPC, time=1.372 of D:\D\03_19\L347152D\046D6B-E9U853197$1.D0 ES-API, Scan, Frag: 100, "POS"
1 430.0
RT 1.373 50 157.0 431.0
’ ] 130.2‘ i :
0 “H I, . 8 ‘ . . = . ; H‘ e .
100 200 300 400 500 m/z
Inj.Date 3/19/2021 N -11- Acg. Method C:\Chem32\-> ->

74929616252 _



Ret Time: 1.211 min

o e UB319562 IAAIRAN

N7

S

Mol Wt
Exact Mass

DAD1 A, Sig=215,16 Ref=off (D:\DATA\03\0318\L347319D\SAMPL000049.

mAU 1.211

I I
0.5 1

i .
1.5 min|

DAD1 B, Sig=254,16 Ref=off (D:\DATA\03\0318\L347319D\SAMPL000049.D)

S W

339.36 e 4

339.16 MSD1 TIC, MS File (D:\DATA\03\0318\L347319D\SAMPLOOOO49.D) ES-API, Scan,

# Time Area%

1 1.211 100.00

I
15 min|

1.229

400000 4
300000 5
200000
100000 -

=

Frag: 100, "POS"

1

I
15 min

MSD2 TIC, MS File (D:\DATA\O3\0318\L347319D\SAMPLOOOO49.D) ES-API, Scan,

8000
6000
4000 -

Frag: 100, "NEG"

. 1
ADC1 A, ADC1 (D:\DATA\03\0318\L347319D\SAMPL000049.D)

w W
N &

w
o

N
[e3]

|
|

1.5 min

RT 1.229

50

. 1
*MSD1 SPC, time=1.230 of D:\DATA\03\0318\L347319D\SAMPL000049.D ES-API, Scan, Frag: 100, "POS"
340.2

‘341.2

] ] ]
100 200 300

] ]
400 500 m/Z

Inj.Date 3/18/2021 LT - 4 - Acg. Method C:\CHEM32\-> ->

74929616328 _



MaxPeak: 98.91% U853206$2
Ret _Time: 1.087 min
DADT A, Sig=215,16 Ref=off (D:\DATA\0318\L347400D\SAMPL000027.D)
mAU 1.087
600
— 400
2004 0.961
N i B
0 \ Y 0 : — : :
0.5 1 15 min|
DAD1 B, Sig=254,16 Ref=off (D:\DATA\0318\L347400D\SAMPL000027.D)
k mAU 3
N o 100 3
0 H 503
(E N—
-50 3
Mol Wt 313.28 -100 3
T I I I T
Exact Mass 313.09 : 05 1 1.5 min
. . MSD1 TIC, MS File (D:\DATA\0318\L347400D\SAMPL000027.D) ES-API, Scan, Frag: 100, "POS"
# Time Area%
----------------- 2500000 1.105
1 0.961 1.09 2000000
2 1.087 98.91 1500000
1000000
500000 -
I I I T
0.5 1 15 min
MSD2 TIC, MS File (D:\DATA\0318\L347400D\SAMPL000027.D) ES-API, Scan, Frag: 100, "NEG"
150000 |
100000 |
50000
0- — :
0.5
ADC1 A, ELSD (D:\DATA\0318\L347400D\SAMPL000027.D)
mV 3
60 5
50
40
30 : I I I T
. 1 1.5 min|
*MSD1 SPC, time=0.973 of D:\DATA\0318\L347400D\SAMPL000027.D ES-API, Scan, Frag: 100, "POS"
E 157.0
50
RT 0.976 1 158.2 251.0
0- T SELLN T “ T T T T
100 200 300 400 500 m/2
*MSD1 SPC, time=1.107 of D:\DATA\0318\L347400D\SAMPL000027.D ES-API, Scan, Frag: 100, "POS"
E 314.0
RT 1.105 50
04 | 159.0 |316.0 355.0
| T T I I T T T T I | I
100 200 300 400 500 m/2
*MSD2 SPC, time=0.978 of D:\DATA\0318\L347400D\SAMPL000027.D ES-API, Scan, Frag: 100, "NEG"
E 249.0
RT 0.979 50
1 9121126 ,286.0,312.8 500.0 5350 59
L i Rkt AL ‘ S Sk NS
100 400 500 m/2
*MSD2 SPC, time=1.103 of D:\DATA\0318\L347400D\SAMPL000027.D ES-API, Scan, Frag: 100, "NEG"
E 312.0
RT 1.105 503
0 2690 3140
| | T | T T | | I
100 200 300 400 500 m/2
Inj.Date 3/18/2021 M -3- Acqg. Method C:\CHEM32\-> ->
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MaxPeak: 100.00%
Ret Time: 1.520 min 71 58466344
DAD1 A, Sig=215,16 Ref=off (D\DATE\07 09\L389259R-PART1\027-D1F-C8-7158466344.D)
mAU 1.520
600
" 400
Il 200
H ]
H LSS ————S3S—S"S——————————"——
0 0.5 1 15 min
DAD1 B, Sig=254,16 Ref=off (D\DATE\07 09\L389259R-PART1\027-D1F-C8-7158466344 D)
o (o) 7
mAU -
Cl Cl 400{
200
1 T T T T T T T T T T T T T T T T T T T
0 . 1 1.5 min|
Mol Wt 339.22 MSD1 TIC, MS File (D:\DATE\07 09\L389259R-PART1\027-D1F-C8-7158466344 D) ES-API, Fast Scan, Frag
Exact Mass  338.08 E
# Time  Area% 600000
----------------- 400000 ] 1537
1 1.520 100.00 200000 ]
1 T T T T T T T T T T T T T T T T T T T
0 . 1 1.5 min|
MSD2 TIC, MS File (D:\DATE\07 09\L389259R-PART1\027-D1F-C8-7158466344.D) ES-API, Fast Scan, Frag
2000000 1.528
1500000
1000000
500000
0 j — T T T T T T T T T T T T T T T T
0.5 1 1.5 min|
ELST A, ELSTA, ELSD Signal (D:\DATE\07 09\L389259R-PART1\027-D1F-C8-7158466344.D)
LSU A
114
10
9]
I I I T
0 . 1 1.5 min|
*MSD1 SPC, time=1.537 of DADATE\07 09\L389259R-PART1\027-D1F-C8-7158466344.D ES-API, Fast Scan, Frag: 100, "POS"
E 157.0
RT 1.537 504
1 101.0 179.0
0- T ey I T T T
0 m/z|
*MSD2 SPC, time=1.531 of D\DATE\07 09\L389259R-PART1\027-D1F-C8-7158466344.D ES-API, Fast Scan, Frag: 100, "NEG"
E 337.0
1 339.0
50
RT 1.528 ] 3410
o+ - - “‘1“““ —
100 200 300 400 500 m/z

Inj.Date 7/9/2021

7639519658 _

Acqg. Method C:\Users\ ->

->



Ret Time: 1.052 min DAD1 A, Sig=215,10 Ref=off (D:\DATA\03.2021\19\L348026D\SAMPL012.D)
mAU 1.052
NZ | 400
X 200
0.725 .
N 0
———
© \‘fo 0 . 1 1.5 min
N DAD1 B, Sig=254,10 Ref=off (D:\DATA\03.2021\19\L348026 D\SAMPL012.D)
mAU
50
OH 25
0 -
-25 T
Mol Wt 337.37 ! [ 4 T —
EXaCt Mass 337 16 MSD1 TIC, MS File (D:\DATA\03.2021\19\L348026D\SAMPL012.D) API-ES, Scan, Frag: 120, "Pos"
# Time  Area% 1.065
_________________ 3000000
1 0.725 1.84 20000007;
2 1.052 98.16 1000000
04— ——
0 0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATA\03.2021\19\L348026D\SAMPL012.D) , Scan, Frag: 120, "Neg"
El 1.071
150000*;
100000 -
50000
R | | |
0 0.5 1 1.5 min
ADC1 A, ADC1 ELSD (D:\DATA\03.2021\19\L.348026D\SAMPL012.D)
mV ]
35
30
251 o .
) 1 1 1 1
0 0.5 1 1.5 min|
*MSD1 SPC, time=0.737 of D:\DATA\03.2021\19\L348026D\SAMPL012.D API-ES, Scan, Frag: 120, "Pos"
E 210.1
50
RT 0.739 ] 104.1 157.1 2111
0 . | .
\ ‘ \ \ \ \ T
100 500 m/7
*MSD1 SPC, time=1.063 of D:\DATA\03.2021\19\L348026D\SAMPL012.D API-ES, Scan, Frag: 120, "Pos"
3 338.1
RT 1.065 502 339.0
0 I I I ‘? I I T
100 200 300 400 500 m/7
*MSD2 SPC, time=1.073 of D:\DATA\03.2021\19\L348026D\SAMPL012.D , Scan, Frag: 120, "Neg"
3 336.0
50 E
RT 1.071 E 230.1 337.0
0- \ — \ L S \ T
100 200 300 400 500 m/Z
Inj.Date 3/19/2021 CH P2-B-03  -VL- Acg. Method C:\HPCHEM\-> ->

74929616577 _



MaxPeak: 92.69% $ MR A AR ERERU AT
Ret Time: 1.096 min DADT A, Sig=215,16 Ref=off (D:\DATA\0323\[349213D\SAMPL000021.D)
mAU ] 1.096
200
1003 1.183
¢} N 1 o
// 0 I I I T
F SN 0.5 1 1.5 min|
DAD1 B, Sig=254,16 Ref=off (D:\DATA\0323\L349213D\SAMPL000021.D)
— mAU 7
\ 7 50
03
505
“q00+L S . —
Mol Wt 283.3 f ] 15 min
Exact Mass 283.13 MSD1 TIC, MS File (D:\DATA\0323\[349213D\SAMPL000021.D) ES-API, Scan, Frag: 100, "POS"
# Time Area% 600000 1.118
1 1.096 92.69 400000
2 1.183 7.31 200000
] 1.204
0 T T T ;
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATA\0323\L349213D\SAMPL000021.D) ES-API, Scan, Frag: 100, "NEG"
. 1.117
40000 -
20000
0; I T I T
. 1 1.5 min|
ADC1 A, ADC1 (D:\DATA\0323\L349213D\SAMPL000021.D)
mV 3
50
40
30
—_— Y
0.5 1 1.5 min|
*MSD1 SPC, time=1.121 of D:\DATA\0323\L349213D\SAMPL000021.D ES-API, Scan, Frag: 100, "POS"
E 284.2
RT 1.118 507 285.2
01— T ; “ T T T T
100 200 300 400 500 m/2
*MSD1 SPC, time=1.204 of D:\DATA\0323\L349213D\SAMPL000021.D ES-API, Scan, Frag: 100, "POS"
E 273.2
RT 1.204 50
0= T T B \ : \ \
100 200 300 400 500 m/2
*MSD2 SPC, time=1.117 of D:\DATA\0323\L349213D\SAMPL000021.D ES-API, Scan, Frag: 100, "NEG"
E 282.0
50
RT 1.117 ] 255.0 | 2830 320.0
o+ . VT
100 200 300 400 500 m/2
*MSD2 SPC, time=1.200 of D:\DATA\0323\L349213D\SAMPL000021.D ES-API, Scan, Frag: 100, "NEG"
E 271.0
50
RT 1.200 1 2820
04—y e T - =
100 200 300 400 500 m/2
Inj.Date 3/23/2021 OA -4 - Acqg. Method C:\CHEM32\-> ->

74934489626 _



Ret Time: 1.473 min DAD1 A, Sig=215,10 Ref=off (D:\DATA0323\349164D\SAMPL008.D)
mAU 1 1.473
2005
1 11452
D = S
o N 0 . . . : . . . . . . . : : : T : : :
0 0.5 1 1.5 min
N DAD1 B, Sig=254,10 Ref=off (D:\DATA\0323\L349164D\SAMPL008 D)
0 mAU 1
/4 \ 404
=y 20
0
-20
MOl Wt 467‘15 0 T T T T 0‘5 T T T T J] T T T T 1‘5 T T T min
Exact Mass 466.99 MSD1 TIC, MS File (D:\DATA\0323\L349164D\SAMPL008.D) API-ES, Scan, Frag: 120, "Pos”
# Time  Area% 1500000 1.490
""""""""""""""""" 1000000 |
1 1.452 4.50 1
2 1.473 95.50 500000 |
0 7 I I I
0 .5 1 1.5 min
MSD2 TIC, MS File (D:\DATA\0323\L349164D\SAMPLO008.D) , Scan, Frag: 120, "Neg"
1 1.480
100000 ]
50000 ]
0 - I I I
0 0.5 1 1.5 min|
ADC1 A, ADC1 ELSD (D:\DATA\0323\L349164D\SAMPL008.D)
mV 9
28 |
26
24
I I I
0 0.5 1 1.5 min
*MSD1 SPC, time=1.491 of D:\DATA\0323\L349164D\SAMPL008.D API-ES, Scan, Frag: 120, "Pos'
5 467.9
E 469.8
RT 1.490 50
1 | 4838
0- I I \ \ e ]
100 200 400 500 m/2
*MSD2 SPC, time=1.480 of D:\DATA\0323\L349164D\SAMPL008.D , Scan, Frag: 120, "Neg"
E 396.7 465.9
1 464.0
RT 1.480 50 948
’ 1 37% 1 4092 “ \‘ 4689 | 5205 55
0L, | . . . e : - e i e et \M‘H all \‘m.u\u et i ‘;M.m.mh“” [ ;WL ‘1““\”“‘\”3\.‘.“ i koo
100 200 300 400 500
Inj.Date 3/23/2021 OA -VL- Acg. Method C:\HPCHEM\-> ->

74927215427 _



MaxPeak: 83.37%
Ret Time: 1.485 min U950663$1
DADT A, Sig=215,16 Ref=off (D:\DATE\0322\L349048R\017-D6F-A9-U950663$1.D)
NZ mAU 1.485
1000
750
NN
500 1.541
250 2.085
0
N I T T T T T T
0 0 0 1 2 3 4 5 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\0322\[349048R\017-D6F-A9-U950663%1.D)
N mAU -
50
OH 'E
-50 7
T 0 0 S
min|
Mol Wt 297.31 MSD1 TIC, MS File (D\DATE\0322\L349048R\017-D6F-A9-U950663$1.D) ES-API, Scan, Frag: 100, "POS"
Exact Mass 297.12 ] 1.507
# Time Area$% 400000 —
_________________ 1 1.557
1 1.485 83.37 200000 2107
2 1.541 11.66 05
3 2.085 4.97 I 1 1 i 1 .
0 1 2 3 4 5 min|
MSD2 TIC, MS File (D:\DATE\0322\L349048R\017-D6F-A9-U950663%1.D) ES-API, Scan, Frag: 100, "NEG"
4000 3 1.497
3000
2000
1000
0 T T T T T T
0 1 2 3 4 5 min|
ELS1 A, ELS1A, ELSD Signal (D:\DATE\0322\L349048R\017-D6F-A9-U950663$1.D)
LSU
10
9.75
95
9.25
e ——
0 1 2 3 4 5 min|
*MSD1 SPC, time=1.508 of D:\DATE\0322\L349048R\017-D6F-A9-U950663$1.0 ES-API, Scan, Frag: 100, "POS"
E 298.2
RT 1.507 502 299.2
0- | I | I
200 800 m/z
*MSD1 SPC, time=1.561 of D:\DATE\0322\[349048R\017-D6F-A9-U950663%1.0 ES-API, Scan, Frag: 100, "POS"
E 298.0
50 4
RT 1.557 25 299.2
05 | \‘ | | I I
200 400 600 800 m/z
*MSD1 SPC, time=2.107 of D:\DATE\0322\[349048R\017-D6F-A9-U950663%1.D ES-API, Scan, Frag: 100, "POS"
40 4 280.0
RT 2.107 207: 281.0
e
100 200 300 400 500 600 700 m/4
*MSD2 SPC, time=1.497 of D:\DATE\0322\L349048R\017-D6F-A9-U950663$1.D ES-API, Scan, Frag: 100, "NEG"
0.1 421.8 682.8 08
] 4176
RT 1.497 0051 1608 710.2
] 2826 3406 396.0[439.8 ‘ps1ye 729.6 9616
: | : ‘ : | ‘ : : | : ‘ : : :
200 400 600 800 m/z
Inj.Date 3/22/2021 E 13 Acg. Method C:\Chem32\-> ->

74929616088 _



MaxPeak: 100.00%
Ret Time: 3.550 min

o065 AT

DAD1 A, Sig=215,16 Ref=off (D:\DATA\0322-\L349082R\006-D4F-A5-

mAU 3.550
NZ” 400
X 200
N 0 T T T - T T ]
0 Tfﬁo 0 1 2 3 4 min
N DAD1 B, Sig=254,16 Ref=off (D:\DATA\0322-\L349082R\006-D4F-A5-U950662$2.D)
>’ mAU
25
0
Br -25
50 T T T I T i
Mol Wt 424.29 I 1 I I I I —
Exact Mass 425 08 MSD1 TIC, MS File (D:\DATA\0322-\L349082R\006-D4F-A5-U950662%$2.D) ES-API, Fast Scan, Frag: 100, "PO
# Time Area% 3.571
_________________ 1500000
1 3.550 100.00 1000000
500000
T . . ] _ S
O ‘ : : : —
0 1 2 3 4 5 min|
MSD2 TIC, MS File (D:\DATA\0322-\L349082R\006-D4F-A5-U950662%$2.D) ES-API, Fast Scan, Frag: 100, "NE
3.566
100000
75000
50000
25000
\ \ I \ \ \ 7
0 1 2 3 4 5 min|
ELS1 A, ELS1A, ELSD Signal (D:\DATA\0322-\L349082R\006-D4F-A5-U950662$2.D)
LsU 4
12
119
104
\ I \ \ \ i
0 1 2 3 4 5 min|
*MSD1 SPC, time=3.569 of D:\DATA\0322-\L349082R\006-D4F-A5-U950662$2.D ES-API, Fast Scan, Frag: 100, "POS"
g 424.0
RT 3.571 50? 4272
0- I I L I I - \
200 400 600 800 m/Z
*MSD2 SPC, time=3.562 of D:\DATA\0322-\L349082R\006-D4F-A5-U950662$2.D ES-API, Fast Scan, Frag: 100, "NEG"
] 424.0
2 4234
RT 3.566 ] :
0] Jre2 . B3840 4206, 5184 7156 ‘ 94
‘ : : ; : ; : ‘ ‘
200 400 600 800 m/z|
Inj.Date 3/22/2021 OA Acg. Method C:\Users\ -> ->

74925123630_



MaxPeak: 100.00% U689907$2

Ret Time: 0.937 min

DAD1 A, Sig=215,10 Ref=off (D:\WORK\D\03\03_26\.350583D\SAMPL040.D
0.937

mAU
750
N— 500

o
-
N
[
o
L

T
0 0.5 1

N DAD1 B, Sig=254,10 Ref=off (D:\WORK\D\03\03_26\L350583D\SAMPL040.D)

) mAU

100

50

=
I
o
|
N
(&)}

min|

—
MOl Wt 319-36 ‘ ‘ Ois 1‘ 1ﬁ5 min|
Exact Mass 319 15 MSD1 TIC, MS File (D:\WORK\D\03\03_26\L350583D\SAMPL040.D) API-ES, Scan, Frag: 120, "Pos"
# Time  Area$ 3000000 0.964

_________________ 2000000
1 0.937 100.00

o

1000000

0

0. 1 1.5
MSD2 TIC, MS File (D:\WORK\D\03\03_26\.350583D\SAMPL040.D) , Scan, Frag: 120, "Neg"

o
3
=1

E 0.955
100000
50000
0; I I I
0 0. 1 1.5 min|
ADCT A, ADC1 ELSD (D\WORK\D\03\03_26\L350583D\SAMPL040.D)
mV 3
40
35
30
25
e —
0 0.5 1 1.5 min|
*MSD1 SPC, time=0.961 of DAWORK\D\03\03_26\L350583D\SAMPL040.D API-ES, Scan, Frag: 120, "Pos”
g 320.1
RT 0.964 50
1 |322.0
0l e e e e
100 400 500 m/2
*MSD2 SPC, time=0.951 of DAWORK\D\03\03_26\L350583D\SAMPLO40.D , Scan, Frag: 120, "Neg"
1 318.1
RT 0.955 53
’ oé 1481 206.9 13201 354.0
S —
100 200 300 400 500 m/2
Inj.Date 3/26/2021 K -VL- Acq. Method C:\HPCHEM\-> ->

71531604940 _



MaxPeak: 100.00% U693154$1
Ret_Time: 0.968 min
DAD1 A, Sig=215,16 Ref=off (D\WORK\D\03\03_26\L350546D\SAMPL000040.D)
mAU 7 0.968
N 1500
S 1000
500 |
° . 0 T — T T
Y 0.5 1 1.5 min|
N DAD1 B, Sig=254,16 Ref=off (D:\WORK\D\03\03_26\L350546D\SAMPL000040.D)
mAU E
200 5
o 100
“ 0] N
-100 4
Mol Wt 353'8 T T T T 0‘5 T T T T 4 T T T T 1‘5 T T T \rnln
Exact Mass 353.11 MSD1 TIC, MS File (D:\WORK\D\03\03_26\350546D\SAMPL000040.D) ES-API, Scan, Frag: 100, "POS"
# Time Areas 6000000 0.987
""""""""" 4000000
1 0.968 100.00 1
2000000
0- ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ! ‘ ‘ ‘ : ‘ : : : :
X 1 1.5 min|
MSD2 TIC, MS File (D:\WORK\D\03\03_26\L350546D\SAMPL000040.D) ES-API, Scan, Frag: 100, "NEG"
E 0.987
150000 |
100000
50000 |
(Elle—— ‘ ‘ ‘
K 1 1.5 min|
ADCT A, ELSD (D:\WORK\D\03\03_26\L350546D\SAMPL000040.D)
mV
100 4
80
60
40
B e e e ——
0.5 1 1.5 min|
*MSD1 SPC, time=0.990 of D:\WORK\D\03\03_26\L.350546D\SAMPL000040.D ES-API, Scan, Frag: 100, "POS"
E 354.0
50 1
RT 0.987 1
B 157.2 “ 357.2
ot
100 200 300 400 500 m/z
*MSD2 SPC, time=0.986 of D:\WORK\D\03\03_26\L.350546D\SAMPL000040.D ES-API, Scan, Frag: 100, "NEG"
b 352.0
2] 354.0
RT 0.987 ]
o 184.0 WSsao ,390.0
—— e e e e ‘
100 200 300 400 500 m/z
Inj.Date 3/26/2021 K -3- Acg. Method C:\CHEM32\-> ->

74924562414 _



Ret Time: 1.054 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\03.2021\26\L350640D\SAMPL000040.D)
mAU 1.054
% 1000
X 500
1 . oest
o NH 0 : : : : : : ! : : : . : : : . : : : :
Y 0.5 1 1.5 min|
DAD1 B, Sig=254,16 Ref=off (D:\DATA\03.2021\26\L350640D\SAMPL000040.D)
N.
mAU
100
o ]
04 F
_1OO£ T T T T T T T T T T T T T T T T
Mol Wt 347.41 05 1 15 in
Exact Mass 347.19 MSD1 TIC, MS File (D\DATA\03.2021\26\L350640D\SAMPL000040.D) ES-API, Scan, Frag: 100, "POS"
# Time  Area$ 1000000 1.075
_________________ 800000 -
1 0.681 1.81 600000 3
2 1.054 98.19 400000 3
200000? 0.707
4 — -
0.5 1 15 min|
MSD2 TIC, MS File (D\DATA\03.2021\26\L350640D\SAMPL000040.D) ES-API, Scan, Frag: 100, "NEG"
E 1.074
60000 ]
40000
20000
0- I I — I T
0.5 1 15 min|
ADCT A, ADC1 (D:\DATA03.2021\26\L350640D\SAMPL000040.D)
mV E
80
60
40
h I I I — T
0.5 1 15 min|
*MSD1 SPC, time=0.703 of D:\DATA\03.2021\26\L350640D\SAMPL000040.D ES-API, Scan, Frag: 100, "POS"
E 178.2
50
RT 0.707 1 179.0
0-l = L T T T T ;
100 200 300 400 500 m/2
*MSD1 SPC, time=1.071 of D:\DATA\03.2021\26\L350640D\SAMPL000040.D ES-API, Scan, Frag: 100, "POS"
E 348.2
RT 1.075 50 349.2
o+ ... .. ... .. . b ... .0 OO OO
100 500 m/2
*MSD2 SPC, time=1.075 of D\DATA\03.2021\26\L350640D\SAMPL000040.D ES-API, Scan, Frag: 100, "NEG"
E 346.2
RT 1.074 50
. ] 176.2 3472 3822
0~t——y R \ . b S T
100 200 300 400 500 m/2|
Inj.Date 3/26/2021 CH P2-E-04 - 4 - Acq. Method C:\CHEM32\-> ->

72150969870_



Ret Time: 0.990 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\0326\L.350514D\SAMPL000049.D)
mAU ] 0.990
NF 600 -
4 |
NS 00 E
200 L
0 NH 0 I — ! :
Y 0 0.5 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\DATA\0326\L350514D\SAMPL000049.D)
N
mAU 3
50
o) 043 N
Br E|
-50
1004 ‘
Mol Wt 398.25 o o5 ] s i
Exact Mass 397.06 MSD1 TIC, MS File (D:\DATA\0326\L.350514D\SAMPLO000049.D) ES-API, Scan, Frag: 100, "POS"
# Time Area% 4000000 3 1.008
“““““““““ 3000000
1 0.990 100.00 2000000%
1000000 -
1 I I I —
0 05 1 15 min
MSD2 TIC, MS File (D\DATA\0326\L.350514D\SAMPL000049.D) ES-API, Scan, Frag: 100, "NEG"
E 1.008
100000 |
50000 -]
0 — ‘ ‘
0 . 1 1.5 min|
ADCT A, ELSD (D:\DATA\0326\L350514D\SAMPL000049.D)
mV ]
60
50
40
30 1 I I I T
0 05 1 15 min
*MSD1 SPC, time=1.007 of D:\DATA\0326\L350514D\SAMPL000049.D ES-API, Scan, Frag: 100, "POS"
E 400.0
RT 1.008 50 157.0
] \ | 402.0
0- \ T I \ — T \ \
100 200 300 400 500 m/z
*MSD2 SPC, time=1.011 of D:\DATA\0326\L350514D\SAMPL000049.D ES-API, Scan, Frag: 100, "NEG"
1 396.0
2
RT 1.008 1
04 1226.8 | 400.0 433.0
‘ . i ‘ e e ‘
100 200 300 400 500 m/z
Inj.Date 3/26/2021 OA -3- Acg. Method C:\CHEM32\-> ->

72017308172



Maxpeak: 10 O * O O% $ |‘|H|‘|H| ‘I‘ ‘|‘|”| ‘I‘ ‘||||‘|
Ret Time: 1.100 min DAD1 A, Sig=215,16 Ref=off (D:\D\04_01\L352476D\SAMPL000010.D)
mAU 1.100
_ 600
N | 400
X 200
U I e e ———— L
0.5 1 1.5 min
o N o DAD1 B, Sig=254,16 Ref=off (D:\D\04_01\L352476D\SAMPL000010.D)
% mAU*;
NH 50
04 N
-50
1003 ‘ \ I \ ‘
Exact Mass 333.17 MSDT TIC, MS File (D:\D\04_01\L352476D\SAMPL000010.D) ES-API, Scan, Frag: 100, "POS"
# Time Area3 6000000 17
1 1.100 100.00 4000000 5
2000000 M
0; T T T T T T — I —
0.5 1 15 min|
MSD2 TIC, MS File (D:\D\04_01\L352476D\SAMPL000010.D) ES-API, Scan, Frag: 100, "NEG"
200000 117
150000 3
100000 5
50000
0- \ 1 \ ‘
0.5 1 1.5 min|
ADC1 A, ELSD (D:\D\04_01\L352476D\SAMPL000010.D)
mV 3
80
60 -
40
I I I T
0.5 1 1.5 min|
*MSD1 SPC, time=1.116 of D:\D\04_01\L352476D\SAMPL000010.D ES-API, Scan, Frag: 100, "POS"
E 334.2
RT 1.117 %07
] 157.0 |336.0
e S i S
100 200 300 400 500 m/z
*MSD2 SPC, time=1.120 of D:\D\04_01\L352476D\SAMPL000010.D ES-API, Scan, Frag: 100, "NEG"
E 332.0
10 3
RT 1.117 5
E |334.0
0 I I I B \ I \
100 200 300 400 500 m/z
Inj.Date 4/1/2021 N -3- Acg. Method C:\CHEM32\->  ->

74929616344 _



MaxPeak: 100.00% $ AR AT AARAEL AN
Ret Time: 1.332 min DAD1 A, Sig=215,10 Ref=off (D:\DATA\04.2021\18\L358643D\SAMPL015.D)
mAU 3 1.332
o R 400
X 300
200 3 K_
1004 :
0 ‘ ‘ e ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘
o T T T
=~ 0 0.5 1 1.5 min|
DAD1 B, Sig=254,10 Ref=off (D:\DATA\04.2021\18\L358643D\SAMPL015.D)
W 0 a mAU
200
NS 1
100 4
Br Oé |f\
Mol Wt 371.57 r | A 4 e —
Exact Mass 371.93 MSD1 TIC, MS File (D:\DATA\04.2021\18\L358643D\SAMPL015.D) API-ES, Scan, Frag: 120, "Pos"
. o E 1.344
# Time Area% 400000
""""""""" 300000 3
1 1.332 100.00 E
200000
100000 ‘
i - - T -
T T T T T ‘ ‘ T ‘
0 . 1 1.5 min|
MSD2 TIC, MS File (D:\DATA\04.2021\18\L358643D\SAMPLO015.D) , Scan, Frag: 120, "Neg"
125000 1.351
100000
75000
50000
25003 ~—
‘ : : : : : : : : : ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘
0 . 1 1.5 min|
ADCT A, ELSD (D:\DATA\04.2021\18\L358643D\SAMPL015.D)
mV 7
30
25
20- ‘ — L
0 0.5 1 1.5 min
*MSD1 SPC, time=1.345 of D:\DATA\04.2021\18\L358643D\SAMPL015.D API-ES, Scan, Frag: 120, "Pos"
78D
RT 1.344 50 391.2
170.2 | |390.1 588.0
0 ‘ w‘ [ 3 : : \‘ Hm‘ " - : ‘uhh. ‘
100 400 500 m/7
*MSD2 SPC, time=1.355 of D:\DATA\04.2021\18\L358643D\SAMPL015.D , Scan, Frag: 120, "Neg"
15 202.1
RT 1.351 5 ‘ L 2361 295.0 AL
0 \‘L . ‘\‘1:‘5\'1\‘ . ‘1‘6‘7"1” | [ 29\9 s ol . \‘\‘2‘\6%%\\ ??PJH . ‘H\‘\mu‘m‘;\ ‘ﬁﬁ"!\j%“‘h\w‘ il \%39\‘]\ L\“\W}%'Qv dmmumf?\z\iﬂmumHu ‘”\M‘M”‘” w%\‘\%w‘ L \59\]‘2“ ‘mi 59
100 200 300 400 500 m/2
Inj.Date 4/18/2021 CH P2-B-06 -SL- Acq. Method C:\HPCHEM\-> ->

Z4954569105_



MaxPeak: 100.00% $ I
Ret Time: 1.465 min DAD1 A, Sig=215,16 Ref=off (D\DATE\0409\L355813D\020D6B-C1U920109$3.D)
mAU J 1.465
Br 300
200
AN 100
(S E— TTTEE—————————————————————————————_—_—_—.—~,
N 0.5 1 1.5 min|
0 DAD1 B, Sig=254,16 Ref=off (D:\DATE\0409\[355813D\020D6B-C1U920109$3.D)
mAU 7
7 E
© 100
50
Oé w
Mol Wt 332.19 ’ — o 4 T -
MSD1 TIC, MS File (DA\DATE\0409\L355813D\020D6B-C1U920109$3.D) ES-API Frag: 100, "POS"
EXﬁCt Mass 331.04 ) S C, MS File (D:\ \0409\L355813D\020D6B-C1U920109$3.D) ES ,Scan,1 4r:g 00, "POS
# Time Area% 500000 ] :
“““““““““ 400000
1 1.465 100.00 3000003
200000
100000
I I I T
0.5 1 1.5 min|
MSD2 TIC, MS File (D\DATE\0409\L355813D\020D6B-C1U920109$3.D) ES-API, Scan, Frag: 100, "NEG"
E 1493
20000 3
15000 3
10000
5000
B T T T T T T T T T T T T T T T T T T T
K 1 1.5 min|
ADC1 A, ADCTA, Channel A (D:\DATE\0409\[355813D\020D6B-C1U920109$3.D)
mVE
40
30
203
10
- T T T T T T T T T T T T T T T T T T T
0.5 1 1.5 min|
*MSD1 SPC, time=1.480 of D:\DATE\0409\L355813D\020D6B-C1U920109$3.D ES-API, Scan, Frag: 100, "POS"
g 332.0
RT 1.480 50 1570
: . | 360
0- T ‘ T r ey I \
100 200 300 400 500 m/4
*MSD2 SPC, time=1.493 of D:\DATE\0409\L355813D\020D6B-C1U920109$3.D ES-API, Scan, Frag: 100, "NEG"
1.5 375.0
15 117.0 343,
RT 1.493 054 “ 4 376.2
0. ‘% “‘118-9\”14\?'3‘ \‘17‘9-‘5? i “‘2‘4‘3\;0 wmmﬁ??-? \u‘?’%“ \‘6”3‘ F mfﬂ?ﬁ-?ﬁ%‘?":ﬁ? 530,11 im591;°‘ G ‘\5‘?‘7‘1?“
100 200 300 400 500 m/4
Inj.Date 4/9/2021 0 -11- Acqg. Method C:\Chem32\-> ->

74954569202



vaxvenk: 6.5 | \005787$4
Ret Time: 0.661 min
DAD1 A, Sig=215,16 Ref=off (DA\WORK\D\04\04_15\L357608D\039-D6F-E2-V005787$4.D)
mAU 0.661
600
400
200 0.703
N 0 T T T ‘
/—</i\>—N<>—</ 05 1 15 min
S \=, Ny DAD1 B, Sig=254,16 Ref=off (DAWORK\D\04\04_15\L357608D\039-D6F-E2-V005787$4 D)
mAU J
200
100 -]
-100 ‘ ‘ ‘ ‘
Exact Mass 278.13 MSD1 TIC, MS File (DAWORK\D\04\04_15\L357608D\039-D6F-E2-V005787%4.D) ES-API, Scan, Frag: 100, "PO!
: B E 0.675
FTime Avear 800000 -
1 0.661 98.52 igggggE
2 0.703 1.48 ]
200000 3
0 — T T T T ‘ T T T T ‘ T T T T ‘ T T T T
0.5 1 1.5 min|
MSD2 TIC, MS File (DA\WORK\D\04\04_15\L357608D\039-D6F-E2-V005787$4.D) ES-API, Scan, Frag: 100, "NE
80000 0674
60000 -
40000
20000
0- I I I T
0.5 1 1.5 min|
ADCT A, ELSD (D\WORK\D\04\04_15\L357608D\039-D6F-E2-V005787$4.D)
mV
150
100
50
I I I T
. 1 1.5 min|
*MSD1 SPC, time=0.679 of DAWORK\D\04\04_15\L357608D\039-D6F-E2-V00578734.D ES-API, Scan, Frag: 100, "POS"
40 279.2
RT 0.675 20 145.2 280.2
0 | |
I T | T I | | T
100 200 300 400 500 m/z
*MSD2 SPC, time=0.674 of DAWORK\D\04\04_15\L357608D\039-D6F-E2-V005787%4.D ES-API, Scan, Frag: 100, "NEG"
3 277.0
0.6 2
RT 0.674 278.0
; 113.0 | ‘”313-0‘ 340.0 [391.0
e ; R SR | |
100 200 300 400 500 m/z
Inj.Date 4/14/2021 K -7- Acg. Method C:\Chem32\-> ->

74968112353 _



Ret Time: 2.310 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\12\L356680R\SAMPL000010.D)
mAU 2.310
NZ 400
NN 200 ]
0 0 \ \ - \ \ \ ‘
1 2 3 4 5 min
DAD1 B, Sig=254,16 Ref=off (D:\DATA\12\L356680R\SAMPL000010.D)
N 5
mAU —
o 100
HN .
Cl ]
Mol Wt 365.81 ‘ 1 2 3 4 5 i
Exact Mass 365.11 MSD1 TIC, MS File (D\DATA12\[356680R\SAMPL000010.D) ES-API, Scan, Frag: 100, "POS"
. N 2.345
f time  Aress 2000000
1500000
1 2.310 100.00 1000000
500000
0 T T N T I T T
1 2 3 4 5 min
MSD2 TIC, MS File (D\DATA\12\L356680R\SAMPL000010.D) ES-API, Scan, Frag: 100, "NEG"
= 2.337
300000
200000
100000 7
0- I T I \ I ‘
1 2 3 4 5 min
ADCA A, ADCT (D:\DATA\12\L356680R\SAMPL000010.D)
mV 3
50
40
30
E e e N —————————
1 2 3 4 5 min
*MSD1 SPC, time=2.344 of D:\DATA\12\[356680R\SAMPL000010.D ES-API, Scan, Frag: 100, "POS"
E 366.2
RT 2.345 507 367.2
0l | “ | | |
200 400 600 800 m/2
*MSD2 SPC, time=2.334 of D\DATA\12\L356680R\SAMPL000010.D ES-API, Scan, Frag: 100, "NEG"
E 364.2
RT  2.337 50 365.2
0 .| ‘ “ ‘. . ‘ : . .
200 400 600 800 m/3
Inj.Date 4/12/2021 LB -5- Acg. Method C:\CHEM32\-> ->

74924562394 _



MaxPeak: 100.00% $
Ret Time: 1.483 min DAD1 A, Sig=215,16 Ref=off (D:\DATE\0428\L361914D\SAMPL000018.D
mAU 7:
200
| 100
F F ]
cl 0 T T T T
K 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\0428\L361914D\SAMPL000018.D)
(0] Z Br mAU
50
(0] |
X \N 0-
-50
-100
Mol Wt 394.57 o 4 T —
MSD1 TIC, MS File (D:\DATE\0428\L361914D\SAMPL000018.D) ES-API, Scan, Frag: 100, "POS"
Exact Mass  394.95 ) e ) e Freg 10
# Time Area% 100000 - :
75000
1 1.483 100.00 e
50000
25000
0 4 I I I T
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATE\0428\L361914D\SAMPL000018.D) ES-API, Scan, Frag: 100, "NEG"
30000 1.501
20000 -
10000 -
0 : I I I T
0.5 1 1.5 mi
ADC1 A, ADC1 (D:\DATE\0428\L361914D\SAMPL000018.D)
mV A
30
28 -
26 /
: : : : ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘
0.5 1 1.5 min
*MSD1 SPC, time=1.505 of D:\DATE\0428\L361914D\SAMPL000018.D ES-API, Scan, Frag: 100, "POS"
E 396.0
. 394.0
50
RT 1.501 E
] 193.0 P% 0
0 ‘ ‘ L ‘ ‘ i . - ‘ ‘
100 200 300 400 500 m/7
*MSD2 SPC, time=1.501 of D:\DATE\0428\L361914D\SAMPL000018.D ES-API, Scan, Frag: 100, "NEG"
60 199.8
40
RT 1.501 204 4298
E 219.8 331.0 357T2 7392‘0 zmz”. ‘449.0 5394 576.6
o e R S ‘\\m N S e AT 3 i M M WU - i
100 200 300 400 500 m/7
Inj.Date 4/28/2021 0 -4 - Acg. Method C:\CHEM32\-> ->

74954569122



MaxPeak: 96.26%

Ret Time: 2.010 min V245837$1

o DAD1 A, Sig=215,16 Ref=off (D:\DATE\0429\L363424R\011-D5F-B1-V245837$1.D
S mAU 7 2.010
600

N\ 400 -
200

o]

1
DAD1 B, Sig=254,16 Ref=off (D:\DATE\0429\L.363424R\011-D5F-B1-V245837$1.D)

W\ ]
= o L

T 1

T T I | | I I T
0 1 2 3 4 5 min|
MOl Wt 257.2 MSD1 TIC, MS File (D:\DATE\0429\L363424R\011-D5F-B1-V245837%1.D) ES-API, Scan, Frag: 100, "POS"

Exact Mass 257.03 2.030
# Time  Area% 300000
————————————————— 200000
1 0.971 3.74 100000
2 2.010 96.26

o

I I | I I T
1 2 3 4 5 min|
MSD2 TIC, MS File (D:\DATE\0429\L363424R\011-D5F-B1-V245837%$1.D) ES-API, Scan, Frag: 100, "NEG"

250000 2.031

1 2 3 4
ELS1 A, ELS1A, ELSD Signal (D:\DATE\0429\L363424R\011-D5F-B1-V245837$1.D)

LSU
10.5

-
o

©
o

I | | I I T
0 1 2 3 4 5 min|
*MSD1 SPC, time=2.029 of D:\DATE\0429\L363424R\011-D5F-B1-V245837$1.D ES-API, Scan, Frag: 100, "POS"

258.2

RT 2.030 %0

259.0
l
I T I I ]
200 400 600 800 m/
*MSD2 SPC, time=2.033 of D:\DATE\0429\L363424R\011-D5F-B1-V245837$1.D ES-API, Scan, Frag: 100, "NEG"

256.2

RT 2.031 %0

257.0

] ]
200 400 600 800 m/Z

Inj.Date 4/29/2021 E -18- Acqg. Method C:\Chem32\-> ->

71410957731 _



vaxpear: 100005 | H3149064
Ret_Time: 3.908 min
DAD1 A, Sig=215,16 Ref=off (D:\DATA\05\0528\L373078R-PART 1\012-D5F-B2-H3149064.D)
Br mAU 3.908
Z 200
| 150
\\ 100
I 50
(0] o
mAU
25
0
-25
-50
MOl Wt 332‘19 6 T T T T J] T T T T é T T T T é T T T T 4‘ T T T T é T T T \min
Exact Mass 331 04 MSD1 TIC, MS File (D:\DATA\05\0528\L373078R-PART1\012-D5F-B2-H3149064.D) ES-API, Scan, Frag: 100,
# Time  Area% ] 3.926
----------------- 200000 ]
1 3.908 100.00 1
100000
0 7 I | I I I T
0 1 2 3 4 5 min|
MSD2 TIC, MS File (D:\DATA\05\0528\L.373078R-PART1\012-D5F-B2-H3149064.D) ES-API, Scan, Frag: 100, |
4000
2000 -
0 7 I | | I I T
0 1 2 3 4 5 min|
ELS1 A, ELS1A, ELSD Signal (D:\DATA\05\0528\L373078R-PART 1\012-D5F-B2-H3149064.D)
Lsu ]
105
1044
10.3 ‘ : ‘ : :
0 1 2 3 4 5 min|
*MSD1 SPC, time=3.925 of D:\DATA\05\0528\L373078R-PART1\012-D5F-B2-H3149064.D ES-API, Scan, Frag: 100, "POS"
131.2
50 332.0
RT 3.926
‘1322 H 355.8
0 ' . ‘ . :l”‘ : : . :
200 400 600 800 m/z
Inj.Date 5/28/2021 LT -15- Acqg. Method C:\Chem32\-> ->

74989203250_



MaxPeak: 99.08% S (ERR DAL RRL YL AARER 6
Ret Time: 1.100 min DAD1 A, Sig=215,16 Ref=off (D:\D\05_25\L371059D\SAMPL000050.D)
mAU 4 1.100
N 3005
4</ 200
o 100 5 1.159
0~ I I ‘ T I T
0.5 1 1.5 min|
0 o DAD1 B, Sig=254,16 Ref=off (D:\D\05_25\L371059D\SAMPL000050.D)
| mAU ]
| AN 100
N~ 0 -
Br ]
1004 ‘
Mol Wt 347.16 o's ] 1's "
Exact Mass 346 MSD1 TIC, MS File (D:\D\05_25\L371059D\SAMPL000050.D) ES-API, Scan, Frag: 100, "POS'
# Time Area$ 4000000 1.114
----------------- 3000000 4
1 1.100 99.08 1
2 1.159 0.92 2000000
1000000 | _
A T T T T
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\D\05_25\L371059D\SAMPL000050.D) ES-API, Scan, Frag: 100, "NEG"
E 1A%370
200000
150000
100000
50000 ; ‘ ‘ ‘
0.5 1 1.5 min|
ADC1 A, ELSD (D:\D\05_25\L371059D\SAMPL000050.D)
mV,f
45
40
35
30 ‘ ‘ : ‘
. 1 1.5 min|
*MSD1 SPC, time=1.116 of D:\D\05_25\L371059D\SAMPL000050.D ES-API, Scan, Frag: 100, "POS"
E 1572 347.0
50
RT 1.114 ] 365.0
0 L L
| T | | T T | | I
100 200 300 400 500 m/2
*MSD2 SPC, time=1.120 of D:\D\05_25\L371059D\SAMPL000050.D ES-API, Scan, Frag: 100, "NEG"
4]
1 401.0
RT 1.122 2 2552
1 256.2| 2922 3288  370.8) 4042  449.0 480.0 5118
04 : e il : 1l w‘\uw [ \nh\n;nmmm ‘m‘;\\m‘mm‘}mem\1\u.\mm‘i\‘\\ w‘mh bl u‘w [ aal
300 400 500
*MSD2 SPC, time=1.170 of D:\D\05_25\L371059D\SAMPL000050.D ES-API, Scan, Frag: 100, "NEG"
30 547.8
1.170 20 545.8
RT 1.17 10 ‘ 550.8
O e e st e e
100 200 300 400 500 m/2
Inj.Date 5/23/2021 N -3- Acq. Method C:\CHEM32\->  ->

74989203262_



Ret Time: 1.568 min DADT A, Sig=215,16 Ref=off (D:\D\05_25\L.371152D\SAMPL000051.D)
mAU 1.568
N 400
X No 300
200
= E
Br o 100 4 J
0 I T I T
0 0.5 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\D\05_25\L371152D\SAMPL000051.D)
mAU E
100
50 5
0-
-50 {\
Mol Wt 332.19 0 ‘ o's ] s .
Exact Mass 331.04 MSD1 TIC, MS File (D:\D\05_25\L371152D\SAMPL000051.D) ES-API, Scan, Frag: 100, "POS"
# Time Area% 7 1.577
_________________ 600000 |
1 1.568 100.00 400000
200000 ] J/H/fV\/\M,\J\,_W ]
— — — ‘ ‘ ‘
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\D\05_25\L371152D\SAMPL000051.D) ES-API, Scan, Frag: 100, "NEG"
80000 1.585
60000
40000
200009
1 T T T T ‘ T T T T ‘ ‘ T
0 . 1 1.5 min
ADC1 A, ELSD (D:\D\05_25\L371152D\SAMPL000051.D)
mV 3
60
50
40
1 I — T — I T
0 0.5 1 1.5 min
*MSD1 SPC, time=1.574 of D\D\05_25\L.371152D\SAMPL000051.D ES-API, Scan, Frag: 100, "POS"
332.0
RT 1.577 %0 1312
0 101.2 |07+ 159.2 | 3522
T T T T T T T T T T T I
100 200 300 400 500 m/z
*MSD2 SPC, time=1.587 of D:\D\05_25\L.371152D\SAMPL000051.D ES-API, Scan, Frag: 100, "NEG"
1.5 3“713(?
1
RT 1.585 05 283.4 387.0 533.8
0 ‘w§?2‘HJL?VJAQQHJZQ?V?PRPMH%ﬁﬁmﬁgﬁaﬁwﬁ?Qmmﬂ%%%ﬁmwww‘%7ﬁﬂwmmﬁl%%wﬁﬁ&@wmﬁMQEMmﬁﬁﬁhMm@ﬁ%ﬁmmwﬁ%ﬁﬂ
100 200 300 400 500 m/z
Inj.Date 5/23/2021 N -5- Acqg. Method C:\CHEM32\-> ->

74989203264 _



MaxPeak: 100.00%
Ret_Time: 1.128 min V2331 68$9
DAD1T A, Sig=215,10 Ref=off (D:\DATE\2021\MAY\26.05.21\L371976D\SAMPL020.D)
o N mAU 1.128
200
100
[e] ]
= 0 ‘ ‘ ‘ : ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘
0 0.5 1 1.5 min|
_ 0 DAD1 B, Sig=254,10 Ref=off (D:\DATE\2021\MAY\26.05.21\L371976D\SAMPL020.D)
N
| mAU 7
AN 100
Br 50*;
Mol Wt 349.18 03 A
—
Exact Mass 348.02 0 _ 05 1 1.5 min
. . MSD1 TIC, MS File (D:\DATE\2021\MAY\26.05.21\L371976D\SAMPL020.D) API-ES, Scan, Frag: 120, "Pos’
# Time Area%
_________________ 1 1.138
1 1.128 100.00 600000
400000 ]
200000 ]
0 B 77 - -
_ !
0 0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATE\2021\MAY\26.05.21\L371976D\SAMPL020.D) , Scan, Frag: 120, "Neg"
300000 1.134
200000
100000
0t—— ‘ = =
0 0.5 1 1.5 min|
ADC1 A, ADC1 ELSD (D:\DATE\2021\MAY\26.05.21\L371976D\SAMPL020.D)
mV ]
26
24
22 - ——
I I I
0 0.5 1 1.5 min|
*MSD1 SPC, time=1.145 of D:\DATE\2021\MAY\26.05.21\L371976D\SAMPL020.D API-ES, Scan, Frag: 120, "Pos"
E 351.0
50
RT 1.138 ]
1 157.1 “350'1 396.0
s ‘ bl sl ‘ ‘
100 200 300 400 500 m/z
*MSD2 SPC, time=1.135 of D:\DATE\2021\MAY\26.05.21\L371976D\SAMPL020.D , Scan, Frag: 120, "Neg"
E 393.0
RT 1.134 50
] ‘ H 401.0
o+ e W e
100 200 300 400 500 m/Z
Inj.Date 5/26/2021 T P2-C-03 -SL- Acg. Method C:\HPCHEM\-> ->

75009000157 _



Ret Time: 1.476 min

vaszear: 100,008 | \/233167$2

DAD1 A, Sig=215,16 Ref=off (D:\WORK\D\05\05_26\L371749D\SAMPL000030.D)
mAU
400
300
200
100

’ Br 0 : i T .

Cl

0.5 1
0 DAD1 B, Sig=254,16 Ref=off (D:\WORK\D\05\05_26\L371749D\SAMPL000030.D)
mAU

Br -50

Mol Wt 405.47 05 1 15 mir

Exact Mass 404.87 MSD1 TIC, MS File (D:\WORK\D\05\05_26\L371749D\SAMPL000030.D) ES-API, Scan, Frag: 100, "POS"
1.494

o
ITIREETIRANTE FARRA FARTARAT]

# Time Area%
150000

1 1.476 100.00 100000
50000
0

I |

. . . T T T
0.5 1 1.5 min

MSD2 TIC, MS File (D:\WORK\D\05\05_26\L371749D\SAMPL000030.D) ES-API, Scan, Frag: 100, "NEG"

1.50

10000

5000

3
<

w
[3)]

w
o

N
[$,]

: ; ; . . : : : : : :
0.5 1 1.5 min|
*MSD1 SPC, time=1.497 of D:\WORK\D\05\05_26\L371749D\SAMPL000030.D ES-API, Scan, Frag: 100, "POS"

405.8

r03.8
L s
\ \ ‘ T \ \

T
100 200 300 400 500 m/z
*MSD2 SPC, time=1.501 of D:\WORK\D\05\05_26\L371749D\SAMPL000030.D ES-API, Scan, Frag: 100, "NEG"

202.0

50
RT 1.494

‘ 205.0

339.0 3974 4252

950112 1508 1784, 2026 2024 2930 |80 3P| 4210, 4618

RT 1.505 0.5

5C‘J7.4‘- | 537.@
S ——5
100 200 300 400 500 m/2

Inj.Date 5/26/2021 K -4 - Acq. Method C:\CHEM32\-> ->

Z5009000156_



MaxPeak: 100.00%
Ret Time: 3.583 min

V233165%6

DAD1 A, Sig=215,16 Ref=off (D:\DATA\0605\L376514D\003-D5F-D2-

AR

mAU J 3.583
Br E
7Y 200 4
S | 100 -
| J \ I ‘
0] o 0 4 5 min|
DAD1 B, Sig=254,16 Ref=off (D:\DATA\0605\L376514D\003-D5F-D2-V233165$6.D)
mAU 7
N -
2 1
| 0]
a X -50 -
Mol Wt 377.62 ! 1 I I I I —
Exact Mass 377 97 MSD1 TIC, MS File (D:\DATA\0605\L376514D\003-D5F-D2-V233165$6.D) ES-API, Fast Scan, Frag: 100, "POS
# Time Area% . 3.614
_________________ 200000
1 3.583 100.00 9
100000
0 _/MM”TWN‘%?‘ = ‘ ‘
0 1 2 4 5 min|
MSD2 TIC, MS File (D:\DATA\0605\L376514D\003-D5F-D2-V233165%$6.D) ES-API, Fast Scan, Frag: 100, "NEG
E 3.645
600 -
400
L
OE\MA/\A I ’V\AN\/\NMAMA/M M b a Ko An Waemn n oan
e e e p e s : —
0 4 5 min|
ELS1 A, ELS1A, ELSD Signal (D:\DATA\0605\L376514D\003-D5F-D2-V233165%$6.D)
LSU
1025
10.1 3
103
9.9
e —
0 1 2 3 4 5 min
*MSD1 SPC, time=3.620 of D:\DATA\0605\L376514D\003-D5F-D2-V233165%6.D ES-API, Fast Scan, Frag: 100, "POS"
20
RT 3.614 10
E 176.0
O N ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘
200 500 m/7
*MSD2 SPC, time=3.639 of D:\DATA\0605\L376514D\003-D5F-D2-V233165%$6.D ES-API, Fast Scan, Frag: 100, "NEG"
0.075] 377.2
3 37
RT 3.645 0.05
0.025 E ‘368.2
I ‘ \ \ \ \ \
368 370 372 374 376 m/7
Inj.Date 6/5/2021 OA 24 Acqg. Method C:\Users\ -> ->

75009000154 _



waxzeac: 50505 \[211815%4
Ret_Time: 1.542 min
DAD1 A, Sig=215,10 Ref=off (D:\DATA\06\0607\L376749D\SAMPL035.D)
mAU *;
150
100
N 50 3
Xy No a E
0; T T T T ‘ T T T T ‘ T T T T ‘ T T Tl
= Br 0 0.5 1 1.5 min|
Br 0 DAD1 B, Sig=254,10 Ref=off (D\DATA\06\0607\L376749D\SAMPL035.D)
mAU 3
40
20
0
-20
Mol Wt 405.47 O T T T T 0‘5 T T T T J] T T T T 1‘5 T T mln\
Exact Mass 404.87 MSD1 TIC, MS File (D\DATA\0B\0607\L376749D\SAMPL035.D) API-ES, Scan, Frag: 120, "Pos"
# Time Area% 250000
_________________ 200000
1 0.954 4.30 150000
2 0.990 4.81 128888
3 1.542 90.89 o B
‘ T T T T ‘ T T T T ‘ — T T T T ‘ T T Tl
0 0.5 1 1.5 min|
MSD2 TIC, MS File (D\DATA\08\0607\L376749D\SAMPL035.D) , Scan, Frag: 120, "Neg"
40000
20000
0; I I I 1
0 0.5 1 1.5 min|
ADC1 A, ADC1 ELSD (D:\DATA\06\0607\L376749D\SAMPL035.D)
mV 3
26
255
| I I I ‘
0 0.5 1 1.5 min|
*MSD1 SPC, time=1.008 of D\DATA\06\0607\L376749D\SAMPL035.0 API-ES, Scan, Frag: 120, "Pos’
E 4281
50 157.1
RT 1.008 ] 245.1 430.0
04 e BTN S - = L S ‘
100 200 300 400 500 m/7
*MSD1 SPC, time=1.558 of D:\DATA\06\0607\L376749D\SAMPL035.D API-ES, Scan, Frag: 120, "Pos'
] g
50
1 157.1
RT 1.558 ] 1014 “ 4259
o e e e e S
100 400 500 m/7
*MSD2 SPC, time=0.998 of D\DATA\06\0607\L376749D\SAMPL035.D , Scan, Frag: 120, "Neg"
E 472.0
1 216.0
50
RT 0.993 ] 433.0
1 11341 ‘mrs ‘ “‘4MD
0,‘ L . [NTEN IR “ e ‘;HH“M BN YR ‘m“\‘ \“H \u“u‘ ‘
100 300 400 500 m/7
*MSD2 SPC, time=1.568 of D:\DATA\06\0607\L376749D\SAMPL035.D , Scan, Frag: 120, "Neg"
60 457.2
40
RT 1.562 20 M29 o 9211| 2553 e ity 578goz
od . Lo 20|23y 3202 PO ANS LR 123 L R,
100 200 300 400 500 m/7
Inj.Date 6/6/2021 LT -VL- Acq. Method C:\HPCHEM\-> ->

74989203260_



MaxPeak: 100.00%
Ret Time: 1.245 min V22041 3$3
DAD1 A, Sig=215,16 Ref=off (D:\DATE\0712\L386899\SAMPL000023.D)
mAU 1.245
1000
750
500
250
HN 0 :
I I T I
0.5 1 1.5 min|
7% DAD1 B, Sig=254,16 Ref=off (D:\DATE\0712\L386899\SAMPL000023.D)
mAU g
\ E
50
7 0
O 1 W
-50
T T I I I
0.5 1 15 min|
Mol Wt 290.32 MSD1 TIC, MS File (DADATE\0712\L386899\SAMPL000023.D) ES-API, Scan, Frag: 100, "POS"
Exact Mass 0290.12 800000 1256
# Time Area% 600000 -
T T | ]
: : 200000 -]
0 a T T T T ‘ T T T T ‘ T T T T ‘ T T T
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATE\0712\L386899\SAMPL000023.D) ES-API, Scan, Frag: 100, "NEG"
500000 1.255
400000
300000
200000
100000 -
T T T T ‘ ‘ = ‘ T T
. 1 1.5 min|
ADCT A, ELSD (D:\DATE\0712\L386899\SAMPL000023 D)
mV ]
60
40
! I \7 — I
. 1 1.5 min|
*MSD1 SPC, time=1.257 of D\DATE\0712\L386899\SAMPL000023.0 ES-API, Scan, Frag: 100, "POS"
E 291.2
50
RT 1.256 ] 157.2 313.2
0- T L “\ — I I I
100 200 300 400 500 m/2
"MSD2 SPC, time=1.253 of D:\DATE\0712\L386899\SAMPL000023.D ES-API, Scan, Frag: 100, "NEG"
E 289.2
RT 1.255 502 290.2
0-l I I “ I et I I \
100 200 300 400 500 m/2
Inj.Date 7/4/2021 E -5- Acqg. Method C:\CHEM32\-> ->

74968112276_



Ret_Time : 1.237 min DAD1 A, Sig=215,16 Ref=off (D:\WORK\D\07\07_29\2\L.396887R\093-D6F-A3-V816207$5.D)
mAU 1.237
800 |
Br 600 |
400
AN 200 L
0+ T T T T T
N 0 . 1 . min|
o DAD1 B, Sig=254,16 Ref=off (D:\WORK\D\07\07_29\2\L396887R\093-D6F-A3-V816207%5.D)
_ mAU B
/ ° ?
200 |
o ]
0
Exact Mass 330 99 MSD1 TIC, MS File (D:\WORK\D\07\07_29\2\L396887R\093-D6F-A3-V816207$5.D) ES-API, Fast Scan, Frag: 100,
# Time Area% 1.239
_________________ 2000000 +
1 1.237 100.00 ]
1000000
-t - - T
0 . 1 . min|
MSD2 TIC, MS File (D:\WORK\D\07\07_29\2\L. 396887R\093-D6F-A3-V816207$5.D) ES-API, Fast Scan, Frag: 100,
15000 1.234
10000
5000 4
1 I I I T
0 0.5 1 15 min|
ELS1 A, ELS1A, ELSD Signal (D:\WORK\D\07\07_29\2\L.396887R\093-D6F-A3-V816207%$5.D)
LSU
144
124
10
I I I T
. 1 1.5 min|
*MSD1 SPC, time=1.234 of D:\WORK\D\07\07_29\2\L396887R\093-D6F-A3-V816207$5.D ES-API, Fast Scan, Frag: 100, "POS"
g 334.0
RT 1.239 50 131.0
0t \ —— ““‘853.2‘ \ \ \
100 200 400 500 m/2
*MSD2 SPC, time=1.240 of D:\WORK\D\07\07_29\2\L396887R\093-D6F-A3-V816207$5.D ES-API, Fast Scan, Frag: 100, "NEG"
40 293.0
RT 1.234 20 294.0 361.0
0l 908,126 L. 2010, a8 | 29643226 | 3094394, , 4448 4724 5026,,396, %8
100 200 300 400 500 m/
Inj.Date 7/29/2021 K <invalids> Acg. Method C:\Users\ -> ->

75084954212



Ret T ime: 1.504 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\07\29\L396689D\045-D6F-F1-V609074$4.D)
mAU - 1.504
200;
100;
—o 1
N— J \ \ \ ‘
0 0.5 1 . min
\ / 0 DAD1 B, Sig=254,16 Ref=off (D:\DATA\07\29\L.396689D\045-D6F-F1-V609074$4.D)
mAU A
B 1007
50
Mol Wt 332.19 0 o’s ] 15 "
Exact Mass 331 04 MSD1 TIC, MS File (D:\DATA\07\29\L.396689D\045-D6F-F1-V609074$4.D) ES-API, Scan, Frag: 100, "POS"
4 Time Aread 200000 1.508
————————————————— 150000 -
1 1.504 100.00 100000
50000
0= T T —— ‘
0 0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATA\07\29\L.396689D\045-D6F-F1-V609074$4.D) ES-API, Scan, Frag: 100, "NEG"
= 1.509
20000
10000 ]
0 7: T
; : ; : ‘ : ;
0 0.5 1 1.5 min
ELS1 A, ELS1A, ELSD Signal (D:\DATA\07\29\L396689D\045-D6F-F1-V609074$4.D)
LSU 3
127
115
114
10.5
T T T T T T T T T T T T T T T T T T T T
0 0.5 1 1.5 min
*MSD1 SPC, time=1.506 of D:\DATA\07\29\L.396689D\045-D6F-F1-V609074$4.D ES-API, Scan, Frag: 100, "POS"
g 332.0
50
RT 1.508 ] 1312 2020 2558
04 o W ‘ [N : ‘ ‘
100 200 300 400 500 m/7
*MSD2 SPC, time=1.510 of D:\DATA\07\29\L396689D\045-D6F-F1-V609074%$4.D ES-API, Scan, Frag: 100, "NEG"
B 399.2 471.2
RT 1.5009 50*: 162.6 ‘ 353.2, 383.2 4.
0 1. ‘ \7‘15'\2“\34"2 I \\‘\202‘\'0 . ‘\\\2\42"\8\“ I uﬁ%%ﬁ‘mazﬁ'\?‘\ ﬁﬁﬂ'\q‘\‘ﬁﬁ‘\'%\l‘ Iih MW:\‘\}HG
100 200 300 400 500 m/7
Inj.Date 7/29/2021 LB -16- Acqg. Method C:\Chem32\-> ->

75084954221 _



MaxPeak: 100.00% V609072$7
Ret _Time: 1.551 min
DAD1 A, Sig=215,16 Ref=off (D:\DATE\JUL\3007\L397 190D\020-D5B-D5-V609072$7.D)
mAU 1 1.551
Cl ]
400
Br B
200
0 7 I I I T
0 0.5 1 15 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\JUL\3007\L397 190D\020-D5B-D5-V609072$7.D)
0 % Br mAU
NN \N 100
0
Mol Wt 405.47 0 0’5 1 1's min
Exact Mass 404.87 MSD1 TIC, MS File (D:\DATE\JUL\3007\L397190D\020-D5B-D5-V609072$7.D) ES-API, Scan, Frag: 100, "POS
# Time Area$ 1.557
_________________ 100000
1 1.551 100.00 75000
50000
25000
-
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\JUL\3007\L397190D\020-D5B-D5-V609072$7.D) ES-API, Scan, Frag: 100, "NEG
40000 1.560
30000
20000
10000 3
I I T
0 0.5 1 15 min
ELST A, ELSTA, ELSD Signal (D:\DATE\JUL\3007\L397190D\020-D5B-D5-V609072$7.D)
LSU J
18
16
145
125
10 : : :
0 . 1 1.5 min|
*MSD1 SPC, time=1.555 of DADATE\JUL\3007\L397 190D\020-D5B-D5-V609072$7.0 ES-API, Scan, Frag: 100, "POS"
E 405.8
] 03.8
RT 1.557 50 157.0
1 892 1232 167.0 202.8 (04,8 587
04 | ““ . ‘\ i . b : ‘u = ‘ ‘HL ‘m\” i ‘ m‘m
100 200 300 400 500 miz
*MSD2 SPC, time=1.560 of D\DATE\JUL\3007\L397190D\020-D5B-D5-V60907257.0 ES-API, Scan, Frag: 100, "NEG"
E 113.0
RT 1.560 50 580.8
0l . , 1610 |f97.8 2688 3286 366.8 3992 4418 4990 ¢ﬁ7§-5
‘ B . S P el (Bl el
100 200 300 400 500 m/z
Inj.Date 7/30/2021 Y -14- Acg. Method C:\Chem32\-> ->

75084954217 _



vaxpes: 100008 | \/296340$9
Ret Time: 1.516 min
DAD1 A, Sig=215,16 Ref=off (D:\WORK\D\05\05_24\L370957D\SAMPL000028.D)
Br mAU 1516
N\ 600
| 400
AN 200 ]
| 0 I I \7 T
0 0 0.5 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (DA\WORK\D\05\05_24\[370957D\SAMPL000028.D)
mAU 3
5 E
2007
N\ 1003
0 i VR
Mol Wt 348.21 i o 05 1 1's min
Exact Mass 348.97 MSD1 TIC, MS File (DA\WORK\D\05\05_24\[370957D\SAMPL000028.D) ES-API, Scan, Frag: 100, "POS"
# Time Area% 600000 ]
1 1.516 100.00 400000
200000 ] /A"H//‘\\w/~v—v~/*"\~4\»/
7 T T T T ‘ T T T
5 1 1.5 min|
MSD2 TIC, MS File (DA\WORK\D\05\05_24\L370957D\SAMPL000028.D) ES-API, Scan, Frag: 100, "NEG"
E 1.539
60000 -]
40000 ]
20000
h T T T T
. 1 1.5 min|
ADCT A, ELSD (D\WORK\D\05\05_24\L370957D\SAMPL000028.D)
mV ]
80
60
40 - o
I I I T
5 1 1.5 min|
*MSD1 SPC, time=1.524 of DAWORK\D\05\05_24\L370957D\SAMPL000028.D ES-API, Scan, Frag: 100, "POS"
348.2
RT 1.525 50 147.2
1012 | 1582 13520
0 DR S \ A I T
100 200 300 400 500 m/z
*MSD2 SPC, time=1.537 of DAWORK\D\05\05_24\L370957D\SAMPL000028.D ES-API, Scan, Frag: 100, "NEG"
3 s562 523.0
55.
2 522.0
RT 1.539 1 1132
| 1034 1352
0 u.wm‘w - whm‘u‘\d m‘\‘ I ‘h
100 400 500 m/z
Inj.Date 5/23/2021 K -5- Acq. Method C:\CHEM32\-> ->

74989203252 _



Ret Time: 1.650 min DAD1 A, Sig=215,10 Ref=off (D:\DATA\09.2021\19\L415644D\SAMPL020.D)
mAU 1.650
400
300
200
100 =
0 T T T T T T T T T T T T T T T T T T T
0 ) 1 1.5 mi
. . DAD1 B, Sig=254,10 Ref=off (D:\DATA09.2021\19\L415644D\SAMPL020.D)
l mAU é
| X 200
N 100
Br 03 l(\
Mol Wt 326.23 o ‘ o's ] s i
Exact Mass 325.1 MSD1 TIC, MS File (D:\DATA\09.2021\19\L415644D\SAMPL020.D) API-ES, Scan, Frag: 120, "Pos”
. . 1.662
T A s
# Time  Area%¥ 10000000
1 1.650 100.00 7500000
5000000
2500000
or— "
0 05 1 1.5 mi
MSD2 TIC, MS File (D\DATA\09.2021\19\L415644D\SAMPL020.D) , Scan, Frag: 120, "Neg"
800000 1.667
600000 |
400000
200000
0 I I I
0 0.5 1 1.5 min
ADC1 A, ADC1 ELSD (D:\DATA\09.20271\19\L415644D\SAMPL020.D)
S e —
0.5 1 1.5 min|
*MSD1 SPC, ime=1.669 of DADATA09.2021\19\L415644D\SAMPLO020.D API-ES, Scan, Frag: 120, "Pos”
E 326.1
RT 1.662 50
] \H 350.1
0- \ r P \ \
100 400 500 m/7
*MSD2 SPC, time=1.659 of D:\DATA\09.2021\19\L415644D\SAMPL020.D , Scan, Frag: 120, "Neg"
20 M73 4574
RT 1.667 10*; 3914 418.2 Jg 473.2 521.4
0 1350 209 o170 3261 880041001 44244782, | 5762 5593, 592
S ot S e RS . Tt e PR et B
100 200 300 400 500 m/4
Inj.Date 9/19/2021 CH P2-C-03  -SL- Acq. Method C:\HPCHEM\-> ->

75192779009 _



MaxPeak: 100.00%

fe s i mn | \W182833%4 ]

F mAU

300
200
100

DAD1 A, Sig=215,16 Ref=off (D:\DATE\0916\L414451D\043-D6B-F4-W182833$4.D)
1.193

I
0.5 1 1.5 min

o

0] Br

= mAU

N
N

100

a
o

o

o)
<]
.

DAD1 B, Sig=254,16 Ref=off (D:\DATE\0916\L414451D\043-D6B-F4-W182833$%4.D)

min|

Mol Wt 346.1
Exact Mass 344.97

’ 60000
# Time Area$%
_________________ 40000 4
1 1.193 100.00 20000 ]

0 . 1 1.5
MSD1 TIC, MS File (D:\DATE\0916\L414451D\043-D6B-F4-W 182833%4.D) ES-API, Scan, Frag: 100, "POS"
] 1.200

0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\0916\L414451D\043-D6B-F4-W 182833$4.D) ES-API, Scan, Frag: 100, "NEG"

3000 201
2000 ]
10003
0; I I I T
0 0.5 1 1.5 min
ELS1 A, ELSTA, ELSD Signal (D:\DATE\0916\L414451D\043-D6B-F4-W182833$4.D)
Lsu
10.6
10.4
10.2
T T T T T T T T T T T T T T T T T T T T
0 X 1 1.5 min|
*MSD1 SPC, time=1.196 of D:\DATE\0916\L414451D\043-D6B-F4-W182833%4.D ES-API, Scan, Frag: 100, "POS"
E 347.8
] 145.0
50
RT 1.200 ]
] 174.0 34?0
ot v b e BN
100 200 300 400 500 m/2
*MSD2 SPC, time=1.201 of D\DATE\0916\L414451D\043-D6B-F4-W182833$4.D ES-API, Scan, Frag: 100, "NEG"
E 201.8
24
RT 1.201 e
1 928 1190 2180 (2680 3000 | 3466 | 3918 4316 4858 523
——t——— Lt LA T
100 200 300 400 500 m/2
Inj.Date 9/16/2021 E 13 Acg. Method C:\Chem32\-> ->

75192779037 _



Ret_Time: 1.146 min DADT A, Sig=215,16 Ref=off (D:\D\10_01\L420329D\SAMPL000014.D)
mAU 3
2001
100
N— E
7N 0 : : : : : : : : : : : : : : : : : :
/)\/\/o Br 0.5 1 1.5 min
Z | DADT B, Sig=254,16 Ref=off (D:\D\10_01\L420329D\SAMPL000014.D)
IR, mAU ]
1007
0 W
-100 ‘ ‘
Mol Wt 326.15 05 ] 15 min
Exact Mass 325.01 MSD1 TIC, MS File (D\D\10_01\L420329D\SAMPL000014.D) ES-API, Scan, Frag: 100, "POS
i 5 ] 1.155
# Time  Area% 600000 ]
1 0.909 1.04 400000
2 1.146 98.96 200000 ///\’R —
T S S i — e T
0.5 1 1.5 min
MSD2 TIC, MS File (D\D\10_01\L420329D\SAMPL000014.D) ES-API, Scan, Frag: 100, "NEG"
10000 4
5000
0 - T T T T I T T I I T
0.5 1 1.5 min
ADCT A, ADCT (D:\D\10_01\L420329D\SAMPL000014.D)
mV
45
40
3B - e —
I I I T
0.5 1 1.5 min
*MSD1 SPC, time=1.155 of D:\D\10_01\L420329D\SAMPL000014.D ES-API, Scan, Frag: 100, "POS”
40 326.0
RT 1.155 20 157.2
0 . 1252|1580 | 3480 396, ,
| e P e ‘ |
100 200 300 400 500 m/z
"MSD2 SPC, time=1.159 of D:\D\10_01\L420329D\SAMPL000014.D ES-API, Scan, Frag: 100, "NEG"
] 160.8 :
0.04 323.8 4%
RT 1.157 0023 928 162.8 326.8 378.2 4790  |5p3g 550.0
e 954 | | 1708 2232 2536 298.8| 3450 ‘¢‘3910“4209 459.8 4§02 %10 ‘%573 |59
R e e e e K L S KIS
100 200 300 400 500 m/2
Inj.Date 10/1/2021 N -4 - Acq. Method C:\CHEM32\->  ->

72991877909_



MaxPeak: 100.00%
Ret_Time : 1.476 min DAD1 A, Sig=215,10 Ref=off (D:\DATA\10\5\L422422D\SAMPL017.D
mAU 3
Br y 150
100
X 50 7
N 3
0 ‘ ‘ ‘ : ‘ ‘ : ‘ ‘ ‘ ‘
0 0.5 1 min|
o o DAD1 B, Sig=254,10 Ref=off (D:\DATA\10\5\L422422D\SAMPL017.D)
I mAU
\ E
| 0
N / ]
Br .50
Mol Wt 422.07 I T 4 —
Exact Mass 421 92 MSD1 TIC, MS File (D:\DATA\10\5\L422422D\SAMPL017.D) API-ES, Scan, Frag: 120, "Pos"
# Time Area% E
_________________ 1000000
1 1.476 100.00 ]
500000
1 I \
0 0.5 1 1. min|
MSD2 TIC, MS File (D:\DATA\10\5\L422422D\SAMPL017.D) , Scan, Frag: 120, "Neg"
150000
100000;
50000;
0 I I
0 . 1 min|
ADC1 A, ADC1 ELSD (D:\DATA\10\5\L422422D\SAMPL017.D)
mV 1
22
21.5
214
T T T T T T T T T T T T
0 0.5 1 1.5 min|
*MSD1 SPC, time=1.228 of D:\DATA\10\5\L422422D\SAMPL017.D API-ES, Scan, Frag: 120, "Pos"
g 2423
RT 1.234 507
0] 1011 | 244.4 ‘ 486.0 7
—_— —_— :
400 500 m/z|
*MSD1 SPC, time=1.489 of D:\DATA\10\5\L422422D\SAMPL017.D API-ES, Scan, Frag: 120, "Pos"
g 4229
E 420.9
RT 1.490 507
0; 1011 L A43.9
—_—— : —_—— :
100 200 400 500 m/z|
*MSD2 SPC, time=1.218 of D:\DATA\10\5\L422422D\SAMPL017.D , Scan, Frag: 120, "Neg"
g 332.3
RT 1.223 50? 3222
ol %52 1349 1728 2169 2478 2832, 149 3423 3730, 40414302 4587 5
100 200 400 500 m/z|
*MSD2 SPC, time=1.499 of D:\DATA\10\5\L422422D\SAMPL017.D , Scan, Frag: 120, "Neg"
E 3772 4170
20
RT 1.499 104 o 42‘49#'0
01 . oeanwg | 1729 2109 dapa202)
100 200
Inj.Date 10/6/2021 LB Acqg. Method C:\HPCHEM\->

W557642%B

44+
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Ret Time: 2.908 min DAD1 A, Sig=215,16 Ref=off (D:\WORK\D\10\10_05\1\L422195E\069-2-W656530$2.D)
mAU 2.908
oH 200
100
AN E
o e
N 0 1 2 3 4 5 min|
ﬁ 0 DAD1 B, Sig=254,16 Ref=off (D\WORK\D\10\0_05\1\L422195E\069-2-W656530$2.D)
/N* — mAU —;
(0] (0] B
50 -
i
Cl B
-50
MOl Wt 308.67 EJ T T T T J] T T T T é T T T T é T T T T 4‘ T T T T é T T T T min
Exact Mass 308.01 MSD1 TIC, MS File (DA\WORK\D\I0V0_05\1\L422195E\069-2-W656530$2.D) ES-API, Scan, Frag: 100, "POS"
# Time Area% 200000% 2.026
————————————————— 150000
1 2.908 100.00 100000 -
50000
0 e e e e
0 1 2 3 4 5 min|
MSD2 TIC, MS File (D:\WORK\D\10\10_05\1\L422195E\069-2-W656530$2.D) ES-API, Scan, Frag: 100, "NEG"
100000 2.926
75000
50000
25000
0 | I I I I I T
0 1 2 3 4 5 min|
ELST A, ELSTA, ELSD Signal (D:\WORK\D\IO\10_05\1\L422195E\069-2-W656530$2.D)
LSU
10.1
10
9.9
| I I I I I T
0 1 2 3 4 5 min|
*MSD1 SPC, time=2.923 of DA\WORK\D\10\0_05\1\L422195E\069-2-W656530$2.D ES-API, Scan, Frag: 100, "POS"
E 309.0
E 311.0
RT 2.926 50
] 170.2 ﬂmzo
0 — I I I I I
200 400 600 800 m/2
*MSD2 SPC, time=2.927 of D:\WORK\D\I0\0_05\1\L422195E\069-2-W656530$2.D0 ES-API, Scan, Frag: 100, "NEG"
E 307.0
RT 2.926 50 309.0
] 310.0 617.0
ot . . . . WP, .. e
200 400 600 800 m/2]
Inj.Date 10/5/2021 K Vvial 2 -18- Acq. Method C:\Chem32\-> ->
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MaXPeak : 100 * OO% $ |‘|“ ‘|H|'|H|‘|””|“|||I‘”
Ret Time: 1.326 min DADT A, Sig=215,10 Ref=off (D:\D\11_02\L433439D\SAMPL018.D)
mAU 1.326
Br 600 3
N 1
4004
A 200
N o 0 —_— ‘ ‘ ‘
e o 0 0.5 1 15 min
DADT B, Sig=254,10 Ref=off (D\D\11_02\L433439D\SAMPLO18.D)
mAU J
100 3
50
0
Br -50
Mol Wt 414.09 0 05 1 15 min
Exact Mass 413.96 MSDTTIC, MS File (D:D\11_021L433430D\SAMPLOT8.0) API-ES, Scan Frag: 120, Pos
# Time Area% 4000000 3 1.347
P E ek
) ) 2000000
1000000 - o I
0 ———— _ |
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\D\11_02\L433439D\SAMPL018.D) , Scan, Frag: 120, "Neg"
400000 1.346
300000 5 -
200000
100000
04 — 71— T T
0 05 1 1.5 min
ADCT A, ADCT ELSD (D:\D\11_02\L433439D\SAMPL018.D)
mV E
40
30
20 E I I I
. 1 1.5 min|
*MSD1 SPC, time=1.348 of D:\D\11_02\L433439D\SAMPLO18.D API-ES, Scan, Frag: 120, "Pos"
E 414.9
E 413.0
RT 1.347 50
0 I 4389
| | | | T T T | I
100 200 300 400 500 m/z
*MSD2 SPC, time=1.338 of D:\D\11_02\L433439D\SAMPLO8.D , Scan, Frag: 120, "Neg"
] 391.2
0] 13.1
RT 1.346 50 226.9 3$7_ M NJ 457-16% . L:m.o 535.3
ol 887,113 ‘m1523‘mH}Qﬁpm#ZZJ‘?A%Knmwﬁﬁgﬁmh 24l A4l il iz S OR8 Jaga s, ). 5400
100 200 300 400 500
Inj.Date 11/2/2021 N -SL- Acqg. Method C:\HPCHEM\-> ->
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MaxPeak: 100.00% W847028$3
Ret Time: 1.134 min
DAD1 A, Sig=215,16 Ref=off (DADATE\NOV\0311\L434059D\SAMPLO0
mAU o 1.134
150 3
100 5
0 =
50 4
o 0*:
N= F ‘ ‘ ‘ '
o . 5 min
N/ DAD1 B, Sig=254,16 Ref=off (DA\DATE\NOV\0311\L434059D\SAMPL000005.D)
mAU 3 /—’J\/
-50
100 ‘ ‘ ‘ ‘
Mol Wt 329.36 05 ] 15 min
Exact Mass 329.17 MSD1 TIC, MS File (DA\DATE\NOV\0311\L434059D\SAMPL000005.D) ES-API, Scan, Frag: 100, "POS
# Time Area% 1.152
_________________ 2000000
1 1.134 100.00 1500000
1000000
500000
0 T T — T ‘
0.5 1 1.5 min|
MSDZ2 TIC, MS File (D:\DATE\NOV\0311\L434059D\SAMPL000005.D) ES-API, Scan, Frag: 100, "NEG"
15000
10000
5000
o+
0.5 1 1.5 min|
ADCT A, ADC1 (D:\DATE\NOV\0311\L434059D\SAMPL000005.D)
mV 4
357
30
253
-_— .
05 1 1.5 min
*MSD1 SPC, time=1.155 of DADATE\NOV\0311\L434059D\SAMPL000005.D ES-API, Scan, Frag: 100, "POS"
E 330.2
RT 1.152 50 331.2
0; . ‘
T T T T T I
100 200 300 400 500 m/z
"MSD2 SPC, time=1.151 of DADATE\NOV\0311\L434059D\SAMPLO00005.D ES-API, Scan, Frag: 100, "NEG"
] 160.8 367.2
1 340.0 4288 459.0
RT 1.151 507? 109.0 2070 369.2 H ‘ 46 5002 0286 55
S R 1364 16?2‘]955H%2%4 %5P4“‘M395? L8440 ‘J‘qf?-\u F?pﬁ L T% i !
100 200 300 400 500 m/z
Inj.Date 11/3/2021 Y -4 - Acqg. Method C:\CHEM32\->  ->
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Ret Time: 1.373 min DADA1 A, Sig=215,16 Ref=off (D\DATA\1 1\01\L433384D\SAMPL000008.D)
mAU 7 1.373
Br E
400
X 200 Ay
e
N 0.5 1 1.5 min|
B0 DAD1 B, Sig=254,16 Ref=off (D\DATA\1 1\01\L433384D\SAMPL000008.D)
= mAU ]
o ]
200
0 e
k T T T T T
' | 0.5 1 1.5 min|
N MSD1 TIC, MS File (D:\DATA\11\01\L433384D\SAMPL000008.D) ES-API, Scan, Frag: 100, "POS"
Mol Wt 396.03 ] 1-386
Exact M 3959 | w0
xaq ass . 200000 -]
# Time Area$% 1
————————————————— 0 s ! s .
. . min|
1 1.373 100.00 MSD2 TIC, MS File (D:\DATA\I 1\01\L433384D\SAMPL000008.D) ES-API, Scan, Frag: 100, "NEG"
7500 1.392
0= I I — ‘
0.5 1 1.5 min|
MSD3 TIC, MS File (D:\DATA\1 1\01\L433384D\SAMPL000008.D) ES-API, SIM, Frag: 100, "POS-MW"
750000 1.388
500000
250000
0 : : : : : : : : : : : : —— : - . r :
0.5 1 1.5 min|
ADC1 A, ADC1 (D:\DATA1\01\L433384D\SAMPL000008.D)
mV E
40
30
—_——
0.5 1 1.5 min|
*MSD1 SPC, time=1.386 of D\DATA\11\01\L433384D\SAMPL000008.D ES-API, Scan, Frag: 100, "POS"
E 397.0
50 1972 415.0
RT 1.386 E 1014 H :
0 3 I f . Il ‘Hﬁ'IG.O
| T | I T T | T T I I
100 500 m/z
*MSD2 SPC, time=1.388 of D\DATA\1 1\01\L433384D\SAMPL000008.D ES-API, Scan, Frag: 100, "NEG"
E A0 293.0 449.0
1 3674 3992 4508 oo
RT 1.392 50 219.8 302.0 8 5258
1 1470 1 4.8“ 2272 2632 2912 3274 gho.q\ 405.0 4326 4612 ‘ 500.4 5248 551.6 59
- T T e I B e L
200 300 500 m/z
*MSD3 SPC, time=1.391 of D:\DATA\11\01\L433384D\SAMPL000008.D ES-API, SIM, Frag: 100, "POS-MW"
E 396.9
RT 1.388 50
i 3959 39
T T I T T T
396 396.5 397 397.5 m/z
Inj.Date 11/1/2021 LB -4 - Acg. Method C:\CHEM32\-> ->
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Ret T ime: 0.976 min DAD1 A, Sig=215,16 Ref=off (D:\DATE\1108\L436386D\SAMPL000051.D)
mAUé 0.976
300
200
[¢] B
(\( AN 100
NN|NH o+
0.5 1 1.5 min|
DAD1 B, Sig=254,16 Ref=off (D:\DATE\1108\L436386D\SAMPL000051.D)
o 0 mAU ]
57N 50
0
50
Mol Wt 317.36 e 4 e —
Exact Mass 317 09 MSD1 TIC, MS File (D:\DATE\1108\L436386D\SAMPL000051.D) ES-API, Scan, Frag: 100, "POS"
# Time Area$ 600000; 0.988
1 0.976 100.00 400000
200000
! I I I
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATE\1108\L436386D\SAMPL000051.D) ES-API, Scan, Frag: 100, "NEG"
g 0.988
200000 ]
100000
0- \ \ \
0.5 1 1.5 min|
ADC1 A, ELSD (D:\DATE\1108\L436386D\SAMPL000051.D)
mV ]
100 4
80 -
60
40
\ I \
0.5 1 1.5 min|
*MSD1 SPC, time=0.989 of D:\DATE\1108\L436386D\SAMPL000051.D ES-API, Scan, Frag: 100, "POS"
E 318.0
50 E
RT 0.988 1 157.2 319.2
0 e e b e e e b e ‘
100 200 300 400 500 m/Z|
*MSD2 SPC, time=0.985 of D:\DATE\1108\L436386D\SAMPL000051.D ES-API, Scan, Frag: 100, "NEG"
E 316.0
40€ 209.2
RT 0.988 20—; 317.0
0- I — I : : A A I \
100 200 300 400 500 m/z|
Inj.Date 11/8/2021 E -5- Acg. Method C:\CHEM32\-> ->

73535317212



WO80739%2

MaxPeak : 92.20%
Ret_Time: 0.990 min DAD1 A, Sig=215,16 Ref=off (D:\DATE\2021\NOW1711\L439998D\SAMPL000030.D)
AU 0.990
b 400
200
0 ‘ ‘ ‘ : ‘ : : : ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘
0.5 1 1.5 min
0 - DAD1 B, Sig=254,16 Ref=off (D:\DATE\2021\NOW1711\L439998D\SAMPL000030.D)
0 s ALY
HN E
N 400 ]
| 200-
Z ]
N 0 . F
MO] W 2%.31 T T T T 0‘5 T T T T l] T T T T 1‘-5 T T T ‘n'in
Exact Mass 2% % MSD1 TIC, MS File (D:\DATE\2021\NOW1711\L439998D\SAMPL000030.D) ES-API, Scan, Frag: 100, "POS"
# Time Area% 2000000 1.007
1 o0.852 7.80 1500000 0.869
2 0.990 ©92.20 1
500000
0 \ ‘ \ ‘
. 1 1.5 min
MSD2 TIC, MS File (D:\DATE\2021\NOW1711\L439998D\SAMPL000030.D) ES-API, Scan, Frag: 100, "NEG"
] 1.005
30000
20000
10000
04 : — ‘ ‘
. 1 1.5 min
ADC1 A, ADC1 (D:\DATE\2021\NOW1711\L439998D\SAMPL000030.D)
mv 3
50
40+
20-
- \ \ \ ‘
0.5 1 1.5 min
*MSD1 SPC, time=0.871 of D:\DATE\2021\NOW1711\L439998D\SAMPL000030.D ES-API, Scan, Frag: 100, "POS"
E 3242
501
RT 0.869 ] 1572 3052
0= T e ) e L \ \ ‘
100 300 400 500 m/Z
*MSD1 SPC, time=1.005 of D:\DATE\2021\NOW1711\L439998D\SAMPL000030.D ES-API, Scan, Frag: 100, "POS"
g 2910
50
RT 1.007 ] 292.0
o+ e
100 200 300 400 500 m/Z
*MSD2 SPC, time=0.867 of D:\DATE\2021\NOW1711\L439998D\SAMPL000030.D ES-API, Scan, Frag: 100, "NEG"
E 322 |3582
50 - 360.0
RT 0.870 ] 128 194.2 ‘251_2 ‘ - 22.8 “‘ 361.0
07 I I . [ . b . [ o . i . I . .
e ‘ ‘ ‘ — ‘ ‘ — ‘ ‘ — ‘ ‘ — ‘ : ‘ ‘
100 200 300 400 500 m/z
*MSD2 SPC, time=1.009 of D:\DATE\2021\NOW1711\L439998D\SAMPL000030.D ES-API, Scan, Frag: 100, "NEG"
E 289.0
50
RT 1.005 ] 2000
0- T \ “ T I \ ‘
100 200 300 400 500 m/z
Inj.Date 17-Nov-21 A P2-D-03 - 4 - Acqg. Method C:\CHEM32\-> ->
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Ret Time: 1.052 min DAD1T A, Sig=215,10 Ref=off (D:\DATA\11\17\L439803D\SAMPL001.D)
mAU | 1.052
W 400
200
N 1 ) 1.180
0 a
HN (0} T T I
o 0 05 1 15 min
DADT B, Sig=254,10 Ref=off (D:\DATA\11\17\L439803D\SAMPL001.D)
o mAU E
1003
Br 0*; W
Mol Wt 349.18 ! — ﬁ T e —
Exact Mass 348.02 MSD1 TIC, MS File (DADATA\11\17\L439803D\SAMPL001.D) API-ES, Scan, Frag: 120, "Pos"
# Time Area% E 1.070
_________________ 6000000
1 1.052 97.88 4000000 -
2 1.180 2.12 2000000 ]
0 ; : ; : : ; ; ; ; _—— ; ; : ;
0 . 1 1.5 min|
MSD2 TIC, MS File (D\DATA\11\17\L439803D\SAMPL001.D) , Scan, Frag: 120, "Neg"
600000 4 1.074
400000 ]
200000 ]
0 —
0 K 1 1.5 min|
ADCT A, ADC1 ELSD (D\DATAVI1\17\L439803D\SAMPL001.D)
mV é
304
2754
25
2254
20 A I I I
K 1 1.5 min|
*MSD1 SPC, time=1.068 of D:\DATA\ 1\17\L439803D\SAMPLO001.D API-ES, Scan, Frag: 120, "Pos"
g 349.0
RT 1.070 503
od | 353.0
e ‘
100 500 m/4
*MSD1 SPC, time=1.208 of D:\DATA\1 1\17\L439803D\SAMPL001.D API-ES, Scan, Frag: 120, "Pos’
g 485.0
RT 1.214 50 484.0
o4 1061 135.1 12421 269.2 298.2 32810 | 373.0 407.0 440.9 471.0 506.9 534.2
e T e e D e o DR W P e e e e M S ‘
100 200 300 400 500 m/2
*MSD2 SPC, time=1.078 of D:\DATA\11\17\L439803D\SAMPL001.D , Scan, Frag: 120, "Neg'"
E 347.0
RT 1.074 50
o » 287.0,315.9 || 351.0 4027 4389 4749 »
‘ ‘ 1 N i
100 200 300 400 500 m/2
*MSD2 SPC, time=1.218 of D:\DATAV 1\17\L439803D\SAMPLO001.D , Scan, Frag: 120, "Neg"
E 346.8 518.8
E 415.0 516.9
RT 1.218 50 J| 4491 #
04 ‘?43M ‘J309‘16?ﬁ‘w‘204u“‘ MH2ﬁ§ﬂw%ﬁthmﬁﬁﬁhmmﬁ@ﬁﬁm%%mhmﬂﬁﬁﬂmﬁé%ﬁwmmﬁ@mmMhﬁ%ﬁﬁmd§§§@Mm§93
TR s S i i s i o P L NG Tt i il S Atk
100 200 300 400 500 m/4
Inj.Date 11/17/2021 LB -SL- Acq. Method C:\HPCHEM\->  ->
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MaxPeak: 100.00% $
Ret Time: 1.368 min DAD1 A, Sig=215,10 Ref=off (D\WORK\D\I 1\11_17\L439799D\SAMPLO009.D)
mAU ] 1.368
1000
4 z
\ 500 |
N |
(o] 04 . T
- -
0 0.5 1 1.5 min|
DAD1 B, Sig=254,10 Ref=off (D:\WORK\D\I 1\11_17\L439799D\SAMPLO09.D)
N mAU
F 200 ]
1003
F ]
0+ ——
Mol Wt 341.36 0 T ﬂ 1 15 min
MSD1 TIC, MS File (DAWORK\D\I1\11_17\L439799D\SAMPL009.D) API-ES, Scan, Frag: 120, "Pos"
Exact Mass 341.16
# Time Area% 1500000% 1.380
1 1.368 100.00 1000000 -
500000 |
0 T T T
0 K 1 1.5 min|
MSD2 TIC, MS File (DAWORK\D\11\11_17\L439799D\SAMPLO009.D) , Scan, Frag: 120, "Neg’
15000 1387
10000
5000
] \ \ \
0 0.5 1 1.5 min
ADCA A, ADC1 ELSD (D:\WORK\DVI1\11_17\L439799D\SAMPLO009.D)
mV -
60
50
40
304
) I I I
0 0.5 1 1.5 min
*MSD1 SPC, time=1.378 of DAWORK\D\1 1\11_17\L439799D\SAMPL009.D API-ES, Scan, Frag: 120, "Pos"
E 342.0
RT 1.380 50 343.0
0-l I \ I “‘ ‘ I I I
100 200 400 500 m/z
*MSD2 SPC, time=1.389 of DAWORK\D\I 1\11_17\L439799D\SAMPL009.D , Scan, Frag: 120, "Neg"
E 283.2 351.3 494.0
] 162.8 2551 349.0 393.0 494.9
RT 1.387 50*: 152.7 2931 # 383.3 428.9
1 89 128 J?OJ”37L%W%‘f%qwngMW%W?%W‘f”VAMQ\ 5069 5392 568.5 59
100 200 300 400 500 m/z
Inj.Date 11/17/2021 K P2-A-09 -VL- Acg. Method C:\HPCHEM\-> ->

72298806057 _



Ret Time: 1.258 min DAD1 A, Sig=215,10 Ref=off (D:\DATA\11\17\L439803D\SAMPL028.D)
mAU 1.258
600
400
200
N o 0 [ I I I
~ 0 0.5 1 15 min
DAD1 B, Sig=254,10 Ref=off (D:\DATA\11\17\L439803D\SAMPL028.D)
F F mAU
100
| N 50
N~ 0
-50
Mol Wt 290.31 ; o ] P —
Exact Mass 290.15 MSD1 TIC, MS File (D:\DATA\11\17\L439803D\SAMPL028.D) API-ES, Scan, Frag: 120, "Pos"
# Time  Area$ 6000000 1.277
_________________ 4000000 -
1 1.258 100.00 ]
2000000
] - - - -
0 T T T T
0 0.5 1 15 min
MSD2 TIC, MS File (D:\DATA\11\17\L439803D\SAMPL028.D) , Scan, Frag: 120, "Neg"
E 1.283
400000
300000 \
200000
1000005 -
0 — : ; ; ‘ ‘
0 0.5 1 15 min
ADC1 A, ADC1 ELSD (D:\DATA\11\17\L439803D\SAMPL028.D)
mV 3
22
21,5
214 - ]
2057 -
: : : —_—— ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘
. 1 5 min
*MSD1 SPC, time=1.268 of D:ADATA\11\17\L439803D\SAMPL028.D API-ES, Scan, Frag: 120, "Pos”
E 291.1
RT 1.277 50 292.0
04 | 3130 438.1
. e
100 200 300 400 500 m/7
*MSD2 SPC, time=1.278 of D:\DATA\11\17\L439803D\SAMPL028.D , Scan, Frag: 120, "Neg"
E 344.0
50 380.0 436.0
RT 1.283 ] 359 | ‘
04 ‘ 1309 }75-1‘ 2091, 2412, 28“‘1\ 221 “‘%EM‘ﬁ‘.mhh‘a‘\ﬂ\h\‘ﬁk%ﬁﬂ\‘\m\H“‘.ﬁﬁ&&?“:m“ﬁm:ﬁ‘hﬁ% 9
100 200 300 400 500
Inj.Date 11/17/2021 LB -SL- Acqg. Method C:\HPCHEM\-> ->
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vaxzear: 100,005 | \W980703%1
Ret Time: 1.369 min
DAD1 A, Sig=215,10 Ref=off (D\DATA\I1\1118\L440321D\SAMPL048.D)
mAU 1.369
Br 1000
750
500
250
0 [ I I “ I
N 0 . 1 1.5 min
0 DAD1 B, Sig=254,10 Ref=off (D:\DATA\11\1118\L440321D\SAMPL048.D)
mAUE
—N 750
W 20
N ]
0 —
Mol Wt 350.23 ; | | 4 T —
Exact Mass 351 MSD1 TIC, MS File (D:\DATA\11\1118\L440321D\SAMPL048.D) API-ES, Scan, Frag: 120, "Pos"
# Time Area% 7 1.390
----------------- 2000000 -
1 1.369 100.00 ]
1000000 -]
T —— T — — w
0 . 1 1.5 min|
MSD2 TIC, MS File (D:\DATA\11\1118\L440321D\SAMPL048.D) , Scan, Frag: 120, "Neg"
125000 1.384
100000
75000 4\\/////,‘v/,/~//’/‘\\
50000
7
25000 —_ -~ ——
‘ : : : : : : : : ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘
0 . 1 1.5 min|
ADC1 A, ADC1 ELSD (D:\DATAVI1\1118\L440321D\SAMPL048 D)
mV
50
40
30
0
0 0.5 1 1.5 min|
*MSD1 SPC, time=1.388 of DA\DATA\11\1118\L440321D\SAMPL048.D API-ES, Scan, Frag: 120, "Pos"
E 352.0
504
RT 1.390 ] 372.0
04 : ‘ H“ . ‘ ‘ ‘
100 400 500 m/z
*MSD2 SPC, time=1.378 of D\DATA\11\1118\L440321D\SAMPL048.D , Scan, Frag: 120, "Neg"
E 350.0 528.0 |563.8
501 5300 | 5658
RT 1.384 ]
0 1 \8 \‘\351-6 I 496\8\ | \481'0 | \51"7'2 54\ \'3 Husgf
I ST SR Ot SO PO g AL g P
100 200 400 500 m/z
Inj.Date 11/18/2021 LT -SL-

71872042935 _

Acg. Method C:\HPCHEM\->

->



MaxPeak: 100.00% $
Ret Time: 1.079 min DADT A, Sig=215,16 Ref=off (D:\D\11_17\L440071D\004-D6F-C3-W9
mAU ] 1.079
s 300
200 4
NI A 1003 A
)\%N 07: T T T : T T T T T T T T T T T T T T
N 0.5 1 15 min
o DAD1 B, Sig=254,16 Ref=off (D:\D\11_17\L440071D\004-D6F-C3-W980679%$3.D)
mAU 3
200
07 N 1
L 100
Fxact Mass 265.1 MSD1 TIC, MS File (D:\D\11_17\L440071D\004-D6F-C3-W980679$3.D) ES-API, Scan, Frag: 100, "POS"
4 Time Areas 600000 1.091
“““““““““ 400000
1 1.079 100.00 1
200000
O; I I I T
. 1 1.5 min|
MSD2 TIC, MS File (D:\D\11_17\L440071D\004-D6F-C3-W980679$3.D) ES-API, Scan, Frag: 100, "NEG"
E 1.091
30000
20000
10000
1 I I I T
0. 1 1.5 min|
ADC1 A, ELSD (D:\D\11_17\L440071D\004-D6F-C3-W98067953.D)
mVE
453
404
354
30 3 T T T T T T T T T T T T T T T T T T T
0.5 1 1.5 min
*MSD1 SPC, time=1.088 of D:\D\11_17\L440071D\004-D6F-C3-W980679$3.D ES-API, Scan, Frag: 100, "POS"
E 266.0
RT 1.091 50
] ,268.0
e e S .
100 500 m/z
*MSD2 SPC, time=1.092 of D:\D\11_17\L440071D\004-D6F-C3-W980679$3.D ES-API, Scan, Frag: 100, "NEG"
E 264.0 310.0
E 300.2
RT 1.091 50
01 Jegs . |,267.0 2050 3430 3862 4348 4686 5166 5658
ST R 1 R S Y YRR RS B
200 300 400 500 m/2
Inj.Date 11/16/2021 N -7- Acg. Method C:\Chem32\-> ->

71716270280 _



MaxPeak: 98.675 W980675%3
Ret Time: 0.847 min
DAD1 A, Sig=215,16 Ref=off (D:\DATA\1911\L441101D\024-D6F-C7-W980675$3.D)
mAU 7 0.847
= 600
N
\ 400 7
200 7 0.725) \
o) o 0 : ‘ : .
0.5 1 1.5 min|
Z DAD1 B, Sig=254,16 Ref=off (D:\DATA\1911\L441101D\024-D6F-C7-W980675$3.D)
mAUE
S 200 3
100 4
04
Mol Wt 320.34 -100 3
—_—
Exact Mass 320.13 _ 05 1 1.5 min
. . MSD1 TIC, MS File (DADATAV911\L441101D\024-D6F-C7-W980675$3.D) ES-API, Scan, Frag: 100, "POS"
# Time Area% _
_________________ 3 0.867
1 0.725 1.33 800000
2 0.847 98.67 600000 4
400000 5
200000
0~ I I I T
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATAVI911\L441101D\024-D6F-C7-W980675$3.D) ES-API, Scan, Frag: 100, "NEG"
30000
] 0.866
20000
10000
7 T T T T ‘ T T T T ‘ T T T T ‘ T T T T
0.5 1 1.5 min|
ADCT A, ADC1A, ELSD (D\DATAV1911\L441101D\024-D6F-C7-W980675$3.D)
mV
15
10
5
0
I I I T
. 1 1.5 min|
*MSD1 SPC, time=0.869 of D:\DATA\1911\L441101D\024-D6F-C7-W980675$3.0 ES-API, Scan, Frag: 100, "POS"
E 321.0
RT 0.867 502 322.0
I S —
100 200 300 400 500 m/z
*MSD2 SPC, time=0.865 of D:\DATA\1911\L441101D\024-D6F-C7-W980675$3.D ES-API, Scan, Frag: 100, "NEG"
24 319.0
RT 0.866 =
ol .92 1852,1650 1994 .. .. .. ...\%218 3578 4018 .. . . o .
T e P A 1S TE  H N TR
100 200 300 400 500 m/z
Inj.Date 11/19/2021 H -25- Acqg. Method C:\Users\ -> ->

75420228488 _



MaxPeak: 100.00% |
Ret Time: 1.150 min DAD1 A, Sig=215, 10 Ref=off (D:\DATE\2021\NOW\18-11 1\L440506D\SAMPL002. D)
mAU ] 1.150
400
200
0 ’ 0; I I I
0 " N 0 . 1 15 mrin
N \ / DAD1 B, Sig=254, 10 Ref=off (D:\DATE\2021\NOW\18-11 1\L440506D\SAMPLO0Z. D)
\ 0 200
= E
. 100
-100 — ‘ ‘ ‘
Exact Mass N1.12 MSD1 TIC, MS File (D:\DATE\2021\NOW18-11 \LA40506D\SAMPL002.D) API-ES, Scan, Frag: 120, "Pos’
# Time Area% 1.170
_________________ 4000000
1 1.150 100.00 3000000
2000000
1000000
PR . [ R - —— @O .
04 ‘ ‘ ‘ : ‘ : :
05 1 15 mrin
MSD2 TIC, MS File (D:\DATE\202T\NOW18-11\LA40506D\SAMPLO02.D) , Scan, Frag: 120, "Neg"
100000 1.174
80000
60000
40000
200005
‘ : : ‘
0 . 1
ADCT A, ADC1 ELSD (D:\DATE\2021\NOW\18-11 1\L440506D\SAMPLO0Z. D)
R\
%
]
25
207: I I I
0 05 1 15 mrin
*MSD1 SPC, time=1.168 of D:\DATE\2021\NOW\18-111\L440506D\SAMPLO02.D API-ES, Scan, Frag: 120, "Pos”
E 3220
RT 1.170 507 3231
0 i SR SR \ \ - \
100 200 300 400 500 m/7
*MSD2 SPC, time=1.178 of D\DATE\202T\NOW\18-111\L440506D\SAMPLO02.D , Scan, Frag: 120, "Neg"
E 320.1
50-]
RT 1.174 ] 321.0 4479
0; . ‘ . ‘ ! ‘ . “ i h‘m [N ‘h . H‘HHW . . ‘ . . . . ‘
100 200 300 400 500 m/3
Inj.Date 18-Nov-21 A P2-A-02 -SL- Acg. Method C:\HPCHEM\ -> ->
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MaxPeak:
Ret Time:

100.00%
1.363 min

W980620%3

N

NS

o

Mol Wt
Exact Mass

# Time Area$%

1.363 100.00

351.17
350.02

mAU

N
o
o

N
o
o

o

AR

1.363

DAD1 A, Sig=215,10 Ref=off (D:\DATA\1811\L440486D-PART1\SAMP

T T T
0.5 1 1.5

o

mAU

200
100

-100

DAD1 B, Sig=254,10 Ref=off (D:\DATA\1811\L440486D-PART1\SAMPL007.D)

o

2500000
2000000
1500000
1000000

500000

o —pulnlil i

. 1 1.5
MSD1 TIC, MS File (D:\DATA\1811\L440486D-PART1\SAMPL007.D) API-ES, Scan, Frag: 120, "Pos"

1.384

T 1 T
1 15

1000000
750000
500000
250000

0

MSD2 TIC, MS File (D:\DATA\181 1\L440486D-PART1\SAMPL007.D) , Scan, Frag: 120, "Neg"
1.379

T T T
0.5 1

o

3
<

N w
(&2 o

N
o

ADC1 A, ADC1 ELSD (D:\DATA\1811\L440486D-PART1\SAMPL007.D)

50

RT 1.384

. 1 1.5
*MSD1 SPC, time=1.389 of D:\DATA\1811\L440486D-PART1\SAMPL007.D API-ES, Scan, Frag: 120, "Pos"

351.0

]
100

‘372.9
\ I L \
200 300 400 500

m/z

50

RT 1.379

*MSD2 SPC, time=1.379 of D:\DATA\1811\L440486D-PART1\SAMPL007.D , Scan, Frag: 120, "Neg"

351.0

3009|3330
Dea e 8

T T
200 300 400 500

m/z|

Inj.Date 11/18/2021

75420225795

-SL- Acg. Method C:\HPCHEM\->



W980749%4

L000013.D)

MaxPeak: 100.00%
Ret Time: 0.876 min DAD1T A, Sig=215,16 Ref=off (D:\WORK\D\11\11_19\L441020D\SAMP
mAU 0.876
400 -
200 -
N |
/ \ 0 T T T T T T T T T T T T T T T T T T T
HN 0.5 1 1.5 min|
\=n HN 0 DAD1 B, Sig=254,16 Ref=off (D:\WORK\D\11\11_19\L441020D\SAMPL000013.D)
mAU 7
N 2005
4 100
— 3
07 {\—\
MOl Wt 322.36 - T T T T 0‘5 T T T T ,‘] T T T T 1‘5 T T T wrmn
Exact Mass 3IN17 7MSD1 TIC, MS File (D:\WORK\D\11\11_19\L441020D\SAMPL000013.D) ES-API, Scan, Frag: 100, "POS
# Time Area% ] 0.889
----------------- 1000000 -
1 0.876 100.00 ]
500000
] /ﬁ/\ T N
0- ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ; : ; ; —]
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\WORK\D\11\11_19\L441020D\SAMPL000013.D) ES-API, Scan, Frag: 100, "NEG"
500000 0.889
400000
300000
200000
100000 ]
0L ‘ : A
0.5 1 1.5 min|
ADC1 A, ELSD (D:\WORK\D\11\11_19\L441020D\SAMPL000013.D)
mV ]
100
80 7
60 7
40
A T T T T
0.5 1 1.5 min|
*MSD1 SPC, time=0.889 of D\WORK\D\11\11_19\L441020D\SAMPL000013.D ES-API, Scan, Frag: 100, "POS"
E 323.2
RT 0.889 503
o 157.2 | 325.2
T T T T T T T T T I
100 200 300 400 500 m/2
*MSD2 SPC, time=0.885 of D:\WORK\D\11\11_19\L441020D\SAMPL000013.D ES-API, Scan, Frag: 100, "NEG"
E 321.2
RT 0.889 50
0 | 323.2 14352
e
100 200 300 400 500 m/2
Inj.Date 11/19/2021 K P2-B-04 -5- Acqg. Method C:\CHEM32\-> ->

74289708272 _



MaxPeak: 98.55%
Ret Time: 1.202 min DAD1 A, Sig=215,16 Ref=off (D:\D\11_15\L439357D\SAMPL000012.D)
mAU 1.202
500 |
] 1.080,
0 cl 04 T \ = — T i
0 0.5 1 1.5 min
\H DAD1 B, Sig=254,16 Ref=off (D:\D\11_15\L439357D\SAMPL000012.D)
mAU 7
OH 100
7\ 0 [N
N |
=~ T I I I T
0 0.5 1 1.5 min
Br MSD1T TIC, MS File (D:\D\11_15\L439357D\SAMPL000012.D) ES-API, Scan, Frag: 100, "POS"
] 1.214
Mol Wt 367.62 | 2000000
Exact Mass 367.99 | 1000000 ]
# Time Area% ]
0,
_________________ ‘ : : : ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘
1 1.080 1.45 0 0.5 1 1.5 min
: : MSD2 TIC, MS File (D:\D\11_15\L439357D\SAMPL000012.D) ES-API, Scan, Frag: 100, "NEG"
2 1.202 98.55
1.215
300000
200000
100000
0 | I I I T
0 0.5 1 1.5 min
MSD3 TIC, MS File (D:\D\11_15\L439357D\SAMPL000012.D) ES-API, SIM, Frag: 100, "POS-MW"
E 1.214
4000000 4
2000000 -
0; I I I T
0 0.5 1 1.5 min
ADCT A, ELSD (D:\D\11_15\L439357D\SAMPL000012.D)
mVﬁ
80
60
404
‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘
0 0.5 1 1.5 min
*MSD1 SPC, time=1.090 of D:\D\11_15\L439357D\SAMPL000012.D ES-API, Scan, Frag: 100, "POS"
E 157.2
RT 1.090 50
0 1014 . 1792 1339.2 1399.0
| T T T | | T T I T | I
100 200 300 400 500 m/z
*MSD1 SPC, time=1.217 of D:\D\11_15\L439357D\SAMPL000012.D ES-API, Scan, Frag: 100, "POS"
E 367.2
RT 1.214 50 157.4
o] 158.4,, 1882 3720
| T T | T | T | | I
100 200 300 400 500 m/z
*MSD2 SPC, time=1.212 of D:\D\11_15\L439357D\SAMPL000012.D0 ES-API, Scan, Frag: 100, "NEG"
E 365.2
RT 1.215 50 369.2
1 |370.0 401.0
o+ e ‘
100 500 m/z
*MSD3 SPC, time=1.215 of D:\D\11_15\L439357D\SAMPL000012.D ES-API, SIM, Frag: 100, "POS-MW"
369.0
75
RT 1.214 50
25 368.0 37
| T I | I I
368 368.5 369 369.5 m/z
Inj.Date 11/15/2021 N -3- Acqg. Method C:\CHEM32\-> ->

75420225639_



MaxPeak: 96.28%
Ret Time: 1.319 min

7

72"

N

\ =
Mol Wt 304.35
Exact Mass 304.15

# Time Area%

\

1 0.998 1.94
2 1.166 1.79
3 1.319 096.28

DAD1 A, Sig=215,16 Ref=off (D:\DATA\11\1123\L442244D\SAMPL000022.

X17545754 AR

3
>
c

600
400
200

1.319

0.998 | 1.166

T T T
1.5

N ow 3
o o 2>
&6 .

100

-100

0.5 1
DAD1 B, Sig=254,16 Ref=off (D:\DATA\11\1123\L442244D\SAMPL000022.D)

|

T T
0.5 1 1.5

min|

1000000
750000
500000
250000

0

MSD1 TIC, MS File (D:\DATA\11\1123\L442244D\SAMPL000022.D) ES-API, Scan, Frag: 100, "POS"

1.334

8000
6000
4000
2000

. 1 1.5
MSD2 TIC, MS File (D:\DATA\11\1123\L442244D\SAMPL000022.D) ES-API, Scan, Frag: 100, "NEG"

T T T
0.5 1 1.5

mV

30

25

ADC1 A, ADC1 (D:\DATA\11\1123\L442244D\SAMPL000022.D)

1.5

. 1 . min
*MSD1 SPC, time=1.330 of D:\DATA\11\1123\L442244D\SAMPL000022.D ES-API, Scan, Frag: 100, "POS"
305.2
RT 1.334 50 306.2
0 T \ \‘ - I \ \
100 200 300 400 500 m/Z
Inj.Date 11/22/2021 LT - 4 - Acqg. Method C:\CHEM32\-> ->

73555684465 _



vaxeear: 100.00t | \W980660$2
Ret Time: 0.909 min
DAD1 A, Sig=215,16 Ref=off (D:\DATE\NOV\2411\L442667D\SAMPL000049.D)
" mAU 0.909
N o 400
300
— 200
100 \
0 ‘ ‘ ‘ ‘ ‘ : : ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘
0.5 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\NOV\2411\L442667D\SAMPL000049.D)
mAU ]
100
0 v\
-100 - ‘ ‘ ‘
Mol Wt 318.35 e ] T -
Exact M ass 318.08 MSD1 TIC, MS File (D:\DATE\NOV\2411\L442667D\SAMPL000049.D) ES-API, Scan, Frag: 100, "POS"
# Time Area$% 500000 0.924
_________________ 400000
1 0.909 100.00 300000
200000
100000
‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘
0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\NOV\2411\L442667D\SAMPL000049.D) ES-API, Scan, Frag: 100, "NEG"
30000 0.925
20000
10000
0 T T T T ‘ T = ‘ ‘ T
0.5 1 1.5 min
ADC1 A, ADC1 (D:\DATE\NOV\2411\L442667D\SAMPL000049.D)
mV
32,5
30
27.5
25 [
22.5 : — _ ‘ I —
0.5 1 1.5 min
*MSD1 SPC, time=0.921 of D:\DATE\NOV\2411\L442667D\SAMPL000049.D ES-API, Scan, Frag: 100, "POS"
g 319.0
RT 0.924 507 157.0
1 ‘ ,321.0
0- = T I S : I I T
100 400 500 m/z
*MSD2 SPC, time=0.925 of D:\DATE\NOV\2411\L442667D\SAMPL000049.D ES-API, Scan, Frag: 100, "NEG"
E 317.2
RT 0.925 503
0] 210.0 |319.0 | 3550
- ‘ ‘ ‘ ‘ ‘ ; — ‘ ‘ : : : ‘ ‘
100 200 300 400 500 m/z
Inj.Date 11/23/2021 Y - 4 - Acg. Method C:\CHEM32\-> ->

73541227016_



MaxPeak: 98.00%
Ret Time: 0.869 min

X238577%2

DAD1 A, Sig=215,16 Ref=off (D:\DATA\1204\L447747D\026-D2B-C4-X2385

77$2.D)

mAU 0.869
1000
750
500
Br 250 1.040
04 . . . ; : ; ; ; , ‘ , . . . ‘ . . . .
NH 0 0.5 1 1.5 min|
DAD1 B, Sig=254,16 Ref=off (D:\DATA\1204\L447747D\026-D2B-C4-X238577%2.D)
TR mAU
| — NH, 200
100
(0] 0 u
-100 T T T T T T T T T T T T T T T T
Mol Wt 334.21 o o5 ] 15 -
Exact MasS 333 07 MSD1 TIC, MS File (D:\DATA\1204\L447747D\026-D2B-C4-X238577$2.D) ES-API, Scan, Frag: 100, "POS"
# Time Area$% ] 0.878
_________________ 600000
1 0.869 98.00 400000
2 1.040 2.00 200000;
. 1.052
0 1 T T T T T T T T T T T T T T T T T T T
0 0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATA\1204\L447747D\026-D2B-C4-X238577%$2.D) ES-API, Scan, Frag: 100, "NEG"
E 0.878
60000
40000
20000
0] T i T
0 0.5 1 1.5 min|
ELS1 A, ELS1A, ELSD Signal (D:\DATA\1204\L447747D\026-D2B-C4-X238577$2.D)
LSU ]
135
12
11
103 ‘ ‘ ‘ :
0 0.5 1 1.5 min|
*MSD1 SPC, time=0.878 of D:\DATA\1204\L447747D\026-D2B-C4-X238577%$2.D ES-API, Scan, Frag: 100, "POS"
E 336.0
10
RT 0.878 5 337.0
0 \ \ \ \ \ ‘L‘ \ ‘
100 150 200 250 300 350 m/z|
*MSD1 SPC, time=1.053 of D:\DATA\1204\L447747D\026-D2B-C4-X238577$2.D ES-API, Scan, Frag: 100, "POS"
7 101.0 157.0
0.2 244.0
RT 1.052 0.1 502.8
01, \89‘\9‘ R \\‘15\?\'9‘ TR ‘\‘\‘2\\599 I \}\?1%3 L — ‘ ‘ ‘ u ‘h‘n o
100 200 300 400 500 m/7
*MSD2 SPC, time=0.882 of D:\DATA\1204\L447747D\026-D2B-C4-X238577%$2.D ES-API, Scan, Frag: 100, "NEG"
075 379.8
0.5 347.8
RT 0.878 '
0 I r g I I ‘ ‘ I I
100 200 300 400 500 m/Z|
Inj.Date 12/4/2021 OA -18- Acg. Method C:\Chem32\-> ->

71425997900 _



Maxpeak: 100.00% $ LA A0
Ret Time: 0.589 min DAD1 A, Sig=215,16 Ref=off (D:\DATE\1204\L313255D\018-D5B-B8-S993158%1.D)
mAU 0.589
200
HN |
/ & 1505
N 100
50
—
0 0.5 1 15 min
N DAD1 B, Sig=254,16 Ref=off (D:\DATE\1204\L313255D\018-D5B-B8-S993158%1.D)
NKN mAU 1
| 200
Z ]
100 -
NS |
0 0] \(
MO] Wt 244.25 0 T T T T 0‘5 T T T T “] T T T T 1‘5 T T T ‘min
MSD1 TIC, MS File (D:\DATE\1204\L313255D\018-D5B-B8-5993158%1.D) ES-API, Fast Scan, Frag: 100, "POS"
Exact Mass 244.11 B e ( $1.0) astean, Frag
# Time  Area$ 500000 0609
_________________ 400000 =
1 0.589 100.00 3000003
200000 3
100000 5
4+ -, - —-—————
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATE\1204\L313255D\018-D5B-B8-5993158%1.D) ES-API, Fast Scan, Frag: 100, "NEG"
E 0.608
40000
30000
20000
10000 5
Oj I I I T
0 0.5 1 15 min
ELS1 A, ELS1A, ELSD Signal (D\DATE\1204\L313255D\018-D5B-B8-5993158$1.D)
Lsu -
30
25
20
15
10 : I I I T
0 0.5 1 1.5 min
*MSD1 SPC, time=0.604 of D:\DATE\1204\L313255D\018-D5B-B8-S993158%1.D ES-API, Fast Scan, Frag: 100, "POS"
E 2452
50
RT 0.609 ]
] 157.0 246.2
01— - I — \ I \ \
100 0 400 500 m/7
*MSD2 SPC, time=0.610 of D:\DATE\1204\L313255D\018-D5B-B8-599315851.D ES-API, Fast Scan, Frag: 100, "NEG"
g 2432
RT 0.608 505
] 2442 2790
o+ . v v .
200 300 400 500 m/2|

Inj.Date 12/3/2020

72974471486 _

Acg. Method C:\Users\ -> ->



vaxpear: 10000t | U211096$2
Ret Time: 0.781 min
DAD1 A, Sig=215,16 Ref=off (D:\DATA\1221\L318917D\SAMPL000030.D
mAU 7 0.781
600
400
200
N N B
4 \>—N<>—</ 0- \ ‘
7 _ N 0 5 1.5 min|
© N DAD1 B, Sig=254,16 Ref=off (D: \DATA\1221\L318917D\SAMPL000030 D)
mAU 7
200
100
0
Mol Wt 279.3 g |
Exact Mass 279.12 : 05 : 1.5 min
. o MSD1 TIC, MS File (D:\DATA\1221\L318917D\SAMPL000030.D) ES-API, Scan, Frag: 100, "POS"
# Time Area%
""""""""" 5000000 0-802
1 0.781 100.00 4000000
3000000
2000000 _
1000000 —
— |
‘ ‘ ; ; ; ;
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATA\1221\L318917D\SAMPL000030.D) ES-API, Scan, Frag: 100, "NEG"
E 0.802
200000
150000 =
100000 3
50000
o+ — : ‘ ‘ : ‘ : : ‘ ‘ ‘ ‘ ‘ :
0.5 1 15 min
ADC1 A, ELSD (D:\DATA\1221\L318917D\SAMPL000030.D)
mV ]
60 |
40 -
h T T T T
. 1 1.5 min|
*MSD1 SPC, time=0.806 of D:\DATA\1221\L.318917D\SAMPL000030.D ES-API, Scan, Frag: 100, "POS"
E 280.2
50
RT 0.802 ] 157.0 281.2
0 .| ‘ I
—_—
100 200 300 400 500 m/7
*MSD2 SPC, time=0.802 of D:\DATA\1221\L318917D\SAMPL000030.D ES-API, Scan, Frag: 100, "NEG"
E 278.0
10
RT 0.802 57
0] \‘279'0 ,316.0 13920
—_—
100 200 300 400 500 m/z
Inj.Date 12/19/2020 M -3- Acqg. Method C:\CHEM32\-> ->
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92.45%
1.228 min

MaxPeak:
Ret_Time:

Br

Mol Wt 331.16

Exact Mass
Time Area%
1.228 92 .45
1.378 5.40
1.787 2.15

330.01

U235907%1

DAD1 A, Sig=215,16 Ref=off (D:\D\12_28\L320684D\056-D5B-F4-U23

WA

1.228

-
ful
o

100

I | I T
0.5 1.5
DAD1 B, Sig=254,16 Ref=off (D:\D\12_28\L320684D\056-D5B-F4-U235907$1.D)

o

0.5 1 1.5 min
MSD1 TIC, MS File (D:\D\12_28\L320684D\056-D5B-F4

o

-U235907$1.D) ES-API, Scar‘L Frag: 100, "POS"

80000 1.233

60000

N

o

o

o

o
1

20000

I | I
0.5 1 1.5
MSD2 TIC, MS File (D:\D\12_28\L320684D\056-D5B-F4-U235907$1.D) ES-API, Scan, Frag: 100, "NEG"

o

1000

500

I I I T
0.5 1 1.5 min
ELS1 A, ELS1A, ELSD Signal (D:\D\12_28\L320684D\056-D5B-F4-U235907$1.D)

o

LSuU

-
o

9.95
9.9
9.85

T T T
0 05 1 1.5

50

RT 1.233

*MSD1 SPC, time=1.229 of D:\D\12_28\L320684D\056-D5B-F4-U235907%$1.D ES-API, Scan, Frag: 100, "POS"
130.0 333.0

201.8

131.0 H 2140

3048 |
—

103.0 | 318 5

. 354.8

| |
100 200 300 400 500

m/z

Inj.Date 12/25/2020

74767502624 _
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Acqg. Method C:\Chem32\->



MaxPeak: 100.00%
Ret Time: 1.316 min

Mol Wt 348.85
Exact Mass 348.09

# Time Area%

1 1.316 100.00

U257602%1

DAD1 A, Sig=215,16 Ref=off (D:\DATA\12\1230\L321548D\SAMPLO!
mAU
400
300
200
100

mAU
200

100

I

-100

T T T
0.5 1 1.5

MSD1 TIC, MS File (D:\DATA\12\1230\L321548D\SAMPL000009.D) ES-API, Scan, Frag: 100, "POS"
1.337
400000

200000

0

\ \ - \
0.5 1 1.5

MSD2 TIC, MS File (D:\DATA\12\1230\L321548D\SAMPL000009.D) ES-API, Scan, Frag: 100, "NEG"

15000 1:339

10000
5000

3
<

o
o
ol bea by

w
o

T
0.5 1 1.5

RT 1.337 %0

*MSD1 SPC, time=1.338 of D:\DATA\12\1230\L321548D\SAMPL000009.D ES-API, Scan, Frag: 100, "POS"

349.0

“ ‘ 367.0
I ..

I
100

I | I I
200 300 400 500

RT 1.339 %0

*MSD2 SPC, time=1.343 of D:\DATA\12\1230\L321548D\SAMPL000009.D ES-API, Scan, Frag: 100, "NEG"

411.0
413.2

‘1468 283.2 310.2 361.2 H‘
Il 1L
I

] “ 415.2 4412 509.0
b

200 300 400 500

m/

Inj.Date 12/30/2020

72962685976 _
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vaxzear: 100008 | J920097$5
Ret Time: 1.340 min
DAD1 A, Sig=215,16 Ref=off (D:\DATE\APR\1104\L356592D\040-D5F-E3-U920097$5.D)
o o mAU 1.340
S 400
300
200
100
/O 0 | I I I T
0 0.5 1 15 min
! DAD1 B, Sig=254,16 Ref=off (D\DATE\APR\1104\L356592D\040-D5F-E3-U920097$5.D)
N mAU
~ | 200
100 4
Br 1
0 |
1 v
Mol Wt 337.13 6 ‘ 05 ] 15 i
Exact Mass 335.97 MSD1 TIC, MS File (D\DATE\APR\1104\L356592D\040-D5F-E3-U920097$5.D) ES-API, Scan, Frag: 100, "POS
i o ] 1.347
# Time Area% 60000 |
1 1.340 100.00 40000
20000
0 7 I I I T
0 0. 1 15 min
MSD2 TIC, MS File (D\DATE\APR\1104\[356592D\040-D5F-E3-U920097%5.D0) ES-API, Scan, Frag: 100, "NEQ
] 1.316
1500
1000
500
0 ] I I = I T
0 0.5 1 . min
ELST A, ELSTA, ELSD Signal (D:\DATE\APR\1104\L356592D\040-D5F-E3-U920097$5.D)
LSU
14 -
12 -
10 -
0.5 1 1.5 min
*MSD1 SPC, time=1.347 of D\DATE\APR\1104\L356592D\040-D5F-E3-U920097$5.D ES-API, Scan, Frag: 100, "POS"
30 136.2 337.0
20
RT 1.347 10
137.2 355.0
100 200 300 400 500 miz
*MSD2 SPC, time=1.318 of D\DATE\APR\1104\L356592D\040-D5F-E3-U920097%$5.D ES-API, Scan, Frag: 100, "NEG"
0.6 572
0.4
RT 1.316 2010 570
024 || 2090 375.0 : 489.4 572
| : : : : | : : : : | : : : : ‘ : : :
300 400 500 m/z
Inj.Date 4/11/2021 Y -14- Acg. Method C:\Chem32\-> ->
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vaxeeac: 100005 J920098$1
Ret _Time: 1.421 min
DAD1 A, Sig=215,16 Ref=off (D\DATE\APR\1204\L356549D\SAMPL000005.D)
al mAU 4 1.421
150 5
100 4
50
0 - I I I T
05 1 1.5 min
o o DAD1 B, Sig=254,16 Ref=off (D:\DATE\APR\1204\L356549D\SAMPL000005.D)
l mAU
| AN 0 444%,/\\‘ﬁ__744ﬁ4,,,‘*,
N -50
Br ]
-100 ‘
Mol Wt 326.57 05 1 1's min
Exact Mass 326.96 MSD1 TIC, MS File (D\DATE\APR\1204\L356549D\SAMPL000005.D) ES-API, Scan, Frag: 100, "POS"
# Time Area$ ] 1.443
“““““““““ 100000
1 1.421 100.00 ]
50000
0 I I I T
05 1 1.5 min
MSD2 TIC, MS File (D\DATE\APR\1204\L356549D\SAMPL000005.D) ES-API, Scan, Frag: 100, "NEG"
12500 1.437
10000
7500
5000
2500
0 I I I T
. 1 1.5 min
ADC1 A, ADC1 (D:\DATE\APR\1204\L356549D\SAMPL000005.D)
mV
32
30
I I I T
05 1 1.5 min
*MSD1 SPC, time=1.439 of D:\DATE\APR\1204\[356549D\SAMPL000005.D ES-API, Scan, Frag: 100, "POS"
125.2 326.0
20
RT 1.443
126.0 |330.8
0 : A : : ‘ il iighe ‘ : : - S
100 200 300 400 500 m/z
*MSD2 SPC, time=1.435 of D:\DATE\APR\1204\L356549D\SAMPL000005.D ES-API, Scan, Frag: 100, "NEG"
03 2922 317.4 411.0 506.4
RT 1.437 02 FBQB 209.0 ‘ 87.2 339.0 83.0 | 4122 4592 490.0
: 94.8 % ‘ ‘
015 48 1298 [1ese |2142 2526 || pooo) | appe || 37 2] ferz 4536 \ \‘527% o7
100 200 300 mi
Inj.Date 4/11/2021 Y - 4 - Acg. Method C:\CHEM32\-> ->
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MaxPeak: 100.00%
Ret_Time: 1.402 min U920099$4
DAD1 A, Sig=215,16 Ref=off (D:\DATE\2021\MARCH\L356547D\017-D4B-B7-U920099%4.D)
mAU 1 1.402
300
Cl |
200*;
1003
1 \ \ \ ‘
0 0.5 1 . min|
= Br DAD1 B, Sig=254,16 Ref=off (D:\DATE\2021\MARCH\L356547D\017-D4B-B7-U920099%4.D)
| mAU ]
0nl A 100
N |
50*;
0
Mol Wt 340.6 E
\ \ \ ‘
Exact Mass 340.98 0 : 0.5 1 1.5 min
. o MSD1 TIC, MS File (D:\DATE\2021\MARCH\L356547D\017-D4B-B7-U920099%4.D) ES-API, Fast Scan, Fra
# Time Area%
_________________ 400000 A 1.410
1 1.402 100.00 300000%
200000 |
100000 i
0 \ I — ‘
0 0.5 1 15 min|
MSD2 TIC, MS File (D:\DATE\2021\MARCH\L356547D\017-D4B-B7-U920099%4.D) ES-API, Fast Scan, Fra
] 1.408
100000 ]
50000 -]
0 \ \ \ ‘
0 0.5 1 . min|
ELS1 A, ELS1A, ELSD Signal (D:\DATE\2021\MARCH\L356547D\017-D4B-B7-U920099$4.D)
LSU 1
1153
114
10.5
10 : ‘
O 5 1 1 5 min|
*MSD1 SPC, time=1.410 of D:\DATE\2021\MARCH\L356547D\017-D4B-B7-U920099%4.D ES-API, Fast Scan, Frag: 100, "POS"
E 340.0
E 157.0
RT 1.410 50
1 138/8 167.0 “ 363.8
04 L [T : . L!m ) : :
100 200 300 400 500 m/z
*MSD2 SPC, time=1.404 of D:\DATE\2021\MARCH\L356547D\017-D4B-B7-U920099%4.D ES-API, Fast Scan, Frag: 100, "NEG"
B 112.8 367.0 399.0
] 518.8
RT 1.408 %0 36%2 Hmz 4544% d E 553.6
04 \\9‘2' ‘1‘\@4'2“\ \199” L 2444‘”\27\2\‘\1\ Ll WEE n“ﬁﬂ.m m% 1‘M uﬁﬂm\ ‘*\?Fﬂ\ﬁ? HuHHm W% ‘mm ﬁ%\”\ ‘%m I 0‘59
100 200 300 400 500 m/z
Inj.Date 4/11/2021 T <invalids> Acg. Method C:\Users\ -> ->
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MaxPeak: 100.00% U920102$3
Ret Time: 1.446 min
DADT A, Sig=215,16 Ref=off (D:\DATE\APR\1104\L356592D\041-D5F-E4-U920102$3.D)
mAU E
400
~N ]
o ]
200
cl 1 o
0 T T T T
0 0.5 1 1.5 min
NG Br DAD1 B, Sig=254,16 Ref=off (D:\DATE\APR\1104\L356592D\041-D5F-E4-U920102$3.D)
mAU -
NG ]
N 100
0
Mol Wt 356.6 0 05 1 15 min
Exact Mass 356.97 MSD1 TIC, MS File (D:\DATE\APR\1104\L356592D\041-D5F-E4-U920102$3.D) ES-API, Scan, Frag: 100, "POS
# Time Area% 100000é 1.453
""""""""" 75000
1 1.446 100.00 50000 -
25000
0- I I = ‘
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\APR\1104\L356592D\041-D5F-E4-U920102$3.D) ES-API, Scan, Frag: 100, "NEC
1500% 1.448
1000 4
500 -
P RERVANPNN A an s AANSNANA A
— e e e A e
0 0.5 1 . min|
ELS1 A, ELSTA, ELSD Signal (D:\DATE\APR\1104\L356592D\041-D5F-E4-U920102$3.D)
LSU 1
16
14
12 7
n—_—m—m—mme s e - e
0 0.5 1 1.5 min
*MSD1 SPC, time=1.455 of D:\DATE\APR\1104\[356592D\041-D5F-E4-U920102$3.D ES-API, Scan, Frag: 100, "POS"
60 155.0
RT 1.453 40? 358.0
: 205 156.2 H§57.0 374.0
0 I S \ \ I D ———
100 150 200 250 300 350 miz
*MSD2 SPC, time=1.451 of D:\DATE\APR\1104\L356592D\041-D5F-E4-U920102$3.D ES-API, Scan, Frag: 100, "NEG"
E 4118 555.0
027 3110 002 .
RT 1.448 ]
0.1 | 3392 410.8 446.6 517.2 | 5576 ‘57
‘ TR R — ‘ — e
350 400 450 500 550 m/z
Inj.Date 4/11/2021 Y -14- Acg. Method C:\Chem32\-> ->
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vavear: 10000 U920111$1
Ret_Time: 1.336 min
DAD1 A, Sig=215,16 Ref=off (D:\DATE\APR\1204\L356549D\SAMPL000015.D)
mAU = 1.336
: 200
O\’\]/O ]
100
] T
0.5 1 1.5 min|
[0} Br DAD1 B, Sig=254,16 Ref=off (D:\DATE\APR\1204\L356549D\SAMPL000015.D)
z _
mAU A
NS \N 100
04 r
-100 . T T T T T T T T T T T T T T T T
Mol Wt 355.12 s 4 s -
Exact Mass 353.96 MSD1 TIC, MS File (D:\DATE\APR\1204\L356549D\SAMPL000015.D) ES-API, Scan, Frag: 100, "POS
# Time Area% ]
----------------- 100000
1 1.336 100.00 1
50000
0 T T T T T T T T T T T T " T T T T T
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATE\APR\1204\L356549D\SAMPL000015.D) ES-API, Scan, Frag: 100, "NEG"
] 1.356
20000 -
10000 ]
0 T I T i
0.5 1 1.5 min|
ADC1 A, ADC1 (D:\DATE\APR\1204\L356549D\SAMPL000015.D)
mV 3
40
357
30
T I T i
0.5 1 1.5 min|
*MSD1 SPC, time=1.355 of D:\DATE\APR\1204\L356549D\SAMPL000015.D ES-API, Scan, Frag: 100, "POS"
E 357.0
RT 1.355 50 154.2
i | 358.8
0 T ‘ \ S A \ \
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.360 of D:\DATE\APR\1204\L356549D\SAMPL000015.D ES-API, Scan, Frag: 100, "NEG"
E 200.0
10
RT 1.356 5
od . L etp pies 2560 28 | 350 ydpmge . dse4 9956
100 200 300 400 500 m/Z
Inj.Date 4/11/2021 Y -4 - Acqg. Method C:\CHEM32\-> ->
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MaxPeak:
Ret Time:

100.00%
1.528 min

Mol Wt
Exact Mass

# Time Area%

279.34
279.16

1 1.528 100.00

S993138%1

mAU
400
300
200
100
0

DAD1 A, Sig=215,10 Ref=off (D:\DATE\1203\L312959D\SAMPL011.D)

[ I I I
0.5 1

min

mAU
50

0
DAD1 B, Sig=254,10 Ref=off (D:\DATE\1203\L312959D\SAMPL011.D)

o

800000
600000

N
o
o
S
o
[S)

200000
0

. 1 1.5
MSD1 TIC, MS File (D:\DATE\1203\L312959D\SAMPL011.D) API-ES, Scan, Frag: 120, "Pos"

1.546

o

I
0.5 1.5

min

100000
75000
50000
25000

o

I

1
MSD2 TIC, MS File (D:\DATE\1203\L312959D\SAMPL011.D) , Scan, Frag: 120, "Neg"
1.549

ADC1 B, ELSD (D:\DATE\1 20§\L312959D\SAMPL011.D)

0

I
0.5 1

50

RT 1.546

*MSD1 SPC, time=1.545 of D:\DATE\1203\L312959D\SAMPL011.D API-ES, Scan, Frag: 120, "Pos"

280.2

281.2

|
100

I i
200 300 400 m/Z

RT 1.549

*MSD2 SPC, time=1.555 of D:\DATE\1203\L312959D\SAMPL011.D , Scan, Frag: 120, "Neg"

Inj.Date 12/3/2020

72851996828 _
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MaxPeak: 100.00%
Ret Time: 1.648 min

o7 \ N/)\N

Mol Wt 295.38
Exact Mass 295.2

# Time Area$%

1 1.648 100.00

3
>
c

400
300
200
1004

s (I

DAD1 A, Sig=215,16 Ref=off (D:\DATA\0112\L324343D\003-D5B-E2-|
1.648

I
0.5 1 1.5 min

mAU

N
(6]
oo oo oo

DAD1 B, Sig=254,16 Ref=off (D:\DATA\0112\L324343D\003-D5B-E2-U339489%1.D)

I I I T
0.5 1 1.5 min

1000000
750000
500000
250000

0

MSD1 TIC, MS File (D:\DATA\0112\L324343D\003-D5B-E2-U339489$1.D) ES-API, Scan, Frag: 100, "POS"

1.660

min

12500
10000
7500
5000
2500

0. 1 1.5
MSD2 TIC, MS File (D:\DATA\0112\L324343D\003-D5B-E2-U339489$1.D) ES-API, Scan, Frag: 100, "NEG"
1.655

I I I T
1 1.5 min

3
<

a1 O

w N
o O O O

0.5
ADC1 A, ELSD (D:\DATA\0112\L324343D\003-D5B-E2-U339489$1.D)

I I I
0.5 1 1.5 min|

RT 1.660 S0

*MSD1 SPC, time=1.664 of D:\DATA\0112\L324343D\003-D5B-E2-U339489$1.D ES-API, Scan, Frag: 100, "POS"

296.2

| 298.2

|
100

| | I |
200 300 400 500 m/z

RT 1.655 50

*MSD2 SPC, time=1.652 of D:\DATA\0112\L324343D\003-D5B-E2-U339489$1.D ES-API, Scan, Frag: 100, "NEG"

0

113.
924 1308
o 8

255.2
166.6 360.8

‘ 402.8

173.0 207_9

465.0 4996 537.8 568.8
]|

100

309.0

353.2

| 2562 | 3054 | OH2 3095 gaeessp || ste0 | 5652
200 300 400 500 m/2

Inj.Date 1/11/2021
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OA -12- Acg. Method C:\Chem32\-> ->



Ret Time: 1.508 min DAD1 A, Sig=215,10 Ref=off (D:\DATA\0915\L414013D\SAMPL003.D)
mAU 1.508
a 150
100
50
o 0 : I I I
= a 0 0.5 1 1.5 min
! DAD1 B, Sig=254,10 Ref=off (D:\DATA\0915\L414013D\SAMPL003.D)
' mAU
& 40 ;
20
Br 0 E
Mol Wt 361'02 0 T T T T 0‘5 T T T T J] T T T T 1‘5 T T T min
Fxact Mass 360.92 MSD1 TIC, MS File (D:\DATA\0915\L414013D\SAMPL003.D) API-ES, Scan, Frag: 120, "Pos"
# Time Area% 300000 é {517
1 1.508 100.00 200000
100000
i I \ I
0 0.5 1 1.5 min
MSD2 TIC, MS File (D\DATA\0915\L414013D\SAMPL003.D) , Scan, Frag: 120, "Neg"
60000 1.525
40000
20000
4+ -
0 0.5 1 1.5 min
ADC1 A, ADC1 ELSD (D:\DATA\0915\L414013D\SAMPL003.D)
mV 3
26
25.5
25
1 \ \ \
. 1 1.5 min|
*MSD1 SPC, time=1.521 of D:\DATA\0915\L414013D\SAMPL003.D API-ES, Scan, Frag: 120, "Pos"
E 361.8
407 359.9
RT 1.517 20
1 102.2 ,159.0 2971 H 365.9
0l o T e
100 200 300 400 500 m/2
*MSD2 SPC, time=1.531 of D:\DATA\0915\L414013D\SAMPL003.D , Scan, Frag: 120, "Neg"
= 471.1
E 4092 4471 521.
e e M i \
5 1998 }
= 1489 \‘ 239 . Hﬂ\\‘ u‘m \f’! \u%h ‘MH M hm \\Hm ihll Mh Pﬁm H\m \rﬁa M“hu\\mmm i mhm L m‘%m‘?%
200 300 400 500 m/4
Inj.Date 9/16/2021 oA -VL- Acqg. Method C:\HPCHEM\-> ->
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MaxPeak: 100.00%

Ret_Time: 1.159 min U887777

DAD1 A, Sig=215,10 Ref=off (D:\DATE\0315-\L346422R\SAMPL006.D)

N mAU 7 1.159
1500 -
N 1000
500
OYN 0 ]
0 — e T
——————— e
Nf 0 0.5 1 1.5 min|
DADA B, Sig=254,10 Ref=off (D:\DATE\0315-\L346422R\SAMPL006.D)
mAU 3
100
50
o+ —
b T T T T ‘ T ‘ ‘ Tl
0 05 1 15 min
Mol Wt 317.34 MSD1 TIC, MS File (D\DATE\0315\L346422R\SAMPL006.D) API-ES, Scan, Frag: 120, "Pos"
Exact Mass 317.13 ] 1.182
. . 3000000 4
# Time Area% E
_________________ 2000000
1 1.159 100.00 1000000 =
05“”?“““““““
0 0.5 1 15 min

MSD2 TIC, MS File (D:\DATE\0315-\L346422R\SAMPL006.D) , Scan, Frag: 120, "Neg"

J - —
o : : : ‘ ‘
0 0.5 1 15 min
ADC1 A, ADC1 ELSD (D:\DATE\0315-\L346422R\SAMPL006.D)
mV ;
60
50 5
404
30
) T T T 1
0 0.5 1 1.5 min
*MSD1 SPC, time=1.185 of D:\DATE\0315-\L346422R\SAMPL006.D API-ES, Scan, Frag: 120, "Pos"
E 318.0
RT 1.182 502 319.0
0- I I I h - I T I \
100 200 300 400 500 m/z
*MSD2 SPC, time=1.195 of D:\DATE\0315-\L346422R\SAMPL006.D , Scan, Frag: 120, "Neg"
E 255.1,283.2
RT 1.195 509 1131 o0s | 2246 4 331.0 e
0 ] o 1‘\\44u\w L) Ll ot ‘HM L u if h? T\u i mﬂ o u. %‘\ \:ﬁﬁ EM m\mﬁ #‘\6‘ ‘ﬂ%ﬂ\ M’ m?\\m L \H‘\HHH\ ‘qdfu | \\\\\“5‘4"1\ L H‘usﬂﬂu"e
100 200 300 500 m/2
Inj.Date 3/16/2021 E -VL- Acg. Method C:\HPCHEM\-> ->
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MaxPeak: 96.82%
Ret Time: 1.258 min U887553
DADT A, Sig=215,10 Ref=off (D\DATE\0315-\L346422R\SAMPL005.D)
mAU 1 1.258
1000
NH 500 L‘
] 0.555 , 0.688 A
\Fo 0 ‘ : ‘ ‘ ‘ ‘
0 0.5 1 15 min
0 DAD1 B, Sig=254,10 Ref=off (D\DATE\0315-\L346422R\SAMPL005.D)
/ mAU ]
50
N~ E
0
b T T T T 0‘5 T T T T ,‘] T T T T 1‘5 T T - T
. . min|
Mol Wt 3574 MSD1 TIC, MS File (D:\DATE\0315\L346422R\SAMPL005.D) API-ES, Scan, Frag: 120, "Pos"
g
Exact Mass  357.17 4000000 1.272
# Time  Area$% 3000000
————————————————— 2000000 -
1 0.555 0.19 1000000 3
2 0.688 1.05 0]
3 0.851 1.12 T .
4 0.998 0.81 0 . 1 1.5 min|
. MSD2 TIC, MS File (D:\DATE\0315-\L346422R\SAMPL005.D) , Scan, Frag: 120, "Neg"
5 1.258 96.82 .
200000 3 1.278
150000 |
100000 |
50000
0 A I T I 1
0 0.5 1 1.5 min
ADC1 A, ADC1 ELSD (D:\DATE\0315-\L346422R\SAMPL005.D)
mV
40
35
30
257
T T T T T ‘ T T T T ‘ T T T T ‘ T T T
0.5 1 1.5 min
*MSD1 SPC, time=0.696 of D:\DATE\0315-\L346422R\SAMPL005.D API-ES, Scan, Frag: 120, "Pos"
E 203.1
50 1 157.1
RT 0.704 B
] 100.9 ‘ 1710 | 2040
0, “\. - bt u‘ [ ‘\.\‘” e b s s ; . . L ‘ ‘ ‘
100 200 300 400 500 m/7
*MSD1 SPC, time=0.859 of D:\DATE\0315-\L346422R\SAMPL005.D API-ES, Scan, Frag: 120, "Pos”
E 143.1 220.1
50
RT 0.862 ] 144.1 171.0 2211
0- T e A \ \ I I
100 400 500 m/7
*MSD1 SPC, time=1.266 of D:\DATE\0315-\L346422R\SAMPL005.D API-ES, Scan, Frag: 120, "Pos”
E 358.0
RT 1.272 50 359.1
0;““““"‘“‘m‘l““““‘ ‘
100 200 300 400 500 m/7
*MSD2 SPC, time=1.277 of D:\DATE\0315-\L346422R\SAMPL005.D , Scan, Frag: 120, "Neg"
E 356.1
RT 1.278 502 357.0
0%‘””_”“H‘um_”“” ‘
100 200 300 400 500 m/7
Inj.Date 3/16/2021 E -VL- Acg. Method C:\HPCHEM\-> ->

74929616137 _




MaxPeak: 100.00

Ret Time: 1.029 min

3
S

U887567

DAD1 A, Sig=215,16 Ref=off (D:\DATE\MACH\1803\L347671R\002-D6F-A1-U887567.D)

mAU 1.029
N
750
500
A 250
0 I I I T
N 0.5 1 1.5 min|
0 0 DAD1 B, Sig=254,16 Ref=off (D\DATE\MACH\1803\L347671R\002-D6F-A1-U887567.D)
mAU
NH 50
25
0
25
Mol Wt 329.35 o 4 T -
Exact Mass 329.13 MSD1 TIC, MS File (D:\DATE\MACH\1803\L347671R\002-D6F-A1-U887567.D) ES-API, Scan, Frag: 100, "POS
~ o E 1.037
P Time  Rreas 800000
600000
1 1.029 100.00 400000
200000
0;
- - OO O —
. 1 . min|
MSD2 TIC, MS File (D:\DATE\MACH\1803\L347671R\002-D6F-A1-U867567.D) ES-API, Scan, Frag: 100, "NEG
E 1.036
30000 3
20000
10000
05 I I I T
0.5 1 1.5 min|
ADC1 A, ELSD (D:\DATE\MACH\1803\L347671R\002-D6F-A1-U887567.D)
mV 3
80
60 3
40
h T T T
. 1 1.5 min|
*MSD1 SPC, time=1.038 of D:\DATE\MACH\1803\L347671R\002-D6F-A1-U887567.D ES-API, Scan, Frag: 100, "POS"
E 330.2
RT 1.037 %0 331.0
0 I I I L I
100 200 300 400 500 m/z
*MSD2 SPC, time=1.033 of D:\DATE\MACH\1803\L347671R\002-D6F-A1-U887567.D ES-API, Scan, Frag: 100, "NEG"
10- 328.0
RT 1.036 5
E |330.0
0t— \ ‘ I A ‘ \ ‘ \
100 200 300 400 500 m/z
Inj.Date 3/17/2021 Y -8- Acg. Method C:\Chem32\-> ->
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MaxPeak: 100.00% U887560
Ret_Time: 0.940 min
DAD1T A, Sig=215,16 Ref=off (D:\DATE\MACH\1803\L347671R\014-D6F-B1-U887560.D)
W mAU; 0.940
1500
N 1000 |
500
[0} N (0] 3
NH 0.5 1 1.5 min|
DAD1 B, Sig=254,16 Ref=off (D\DATE\MACH\1803\L347671R\014-D6F-B1-U887560.D)
mAU 7
— 200
NH 1
100 -
Oé "
Fxact Mass 356.14 MSD1 TIC, MS File (D:\DATE\MACH\1803\L347671R\014-D6F-B1-U887560.D) ES-API, Scan, Frag: 100, "POS
; o E 0.948
# Time Area% 800000
oo aener | Somed
: : 400000 4
200000 5
0- I I I T
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATE\MACH\1803\L347671R\014-D6F-B1-U887560.D) ES-API, Scan, Frag: 100, "NEG
100000 0.948
75000
50000
25000
0 E I 7\ I T
0.5 1 1.5 min
ADC1 A, ELSD (D:\DATE\MACH\1803\L347671R\014-D6F-B1-U887560.D)
mV J
300
200
100
E I I I T
. 1 1.5 min|
*MSD1 SPC, time=0.946 of D\DATE\MACH\1803\L347671R\014-D6F-B1-U887560.D ES-API, Scan, Frag: 100, "POS"
E 357.2
RT 0.948 %07
0l T T T “‘359-9 T T
100 200 300 400 500 m/z
*MSD2 SPC, time=0.950 of D:\DATE\MACH\1803\L347671R\014-D6F-B1-U887560.D ES-API, Scan, Frag: 100, "NEG"
] 355.0
20
RT 0.948 .
05 2260 |357.0 | 391.8
‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘
200 300 400 500 m/z
Inj.Date 3/17/2021 Y -8- Acqg. Method C:\Chem32\-> ->
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MaxPeak: 100.00% U888029
Ret _Time: 1.050 min
DAD1 A, Sig=215,16 Ref=off (D:\DATE\MACH\1803\L347671R\012-D6F-A8-U888029.D)
% mAUi 1.050
\ 1000
500
0 N o E
i\f 0 \ I - T ‘
N, 0.5 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\MACH\1803\L347671R\012-D6F-A8-U888029.D)
mAU 7
504
: 0=
Mol Wt 335.33 " 4 T -
Exact Mass 335.12 ) MSD1 TIC, MS File (D:\DATE\MACH\1803\L347671R\012-D6F-A8-U888029.D) ES-API, Scan, Frag: 100, "POS
# Time Area$ E 1.058
_________________ 800000 5
1 1.050 100.00 600000
400000 3
200000 4
0 : : : : : : : : : — : : : : : : : :
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATE\MACH\1803\L347671R\012-D6F-A8-U888029.D) ES-API, Scan, Frag: 100, "NEG
E 1.058
10000
7500
5000 -
2500
E \ \ \ ‘
. 1 1.5 min
ADC1 A, ELSD (D:\DATE\MACH\1803\L347671R\012-D6F-A8-U888029.D)
mV
150
100
50
T \ \ ‘
. 1 1.5 min
*MSD1 SPC, time=1.055 of D:\DATE\MACH\1803\L347671R\012-D6F-A8-U888029.D ES-API, Scan, Frag: 100, "POS"
E 336.0
RT 1.058 504
] 1338.0
0- I I I T ‘ I I ‘
100 200 300 400 500 m/z
*MSD2 SPC, time=1.059 of D:\DATE\MACH\1803\L347671R\012-D6F-A8-U888029.D ES-API, Scan, Frag: 100, "NEG"
0.2 271.4 334.8 5.0
] 94.8 284.0 349.2 ’ 461.2 4
RT 1.058 0.1 ‘ 155.2 , 255.2 . SEO.S k) 43r-8 88.8 548.2
| oo |psos 2912 2208 z026 | gons pas2 ateo absd | 4900 5200 72
100 200 300 400 500 m/z
Inj.Date 3/17/2021 Y -8- Acg. Method C:\Chem32\-> ->
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MaxPeak: 100.00% U887628
Ret Time: 1.005 min
DADT A, Sig=215,16 Ref=off (D:\DATE\MACH\1803\L347671R\003-D6F-A2-U887628.D)
P mAU,; 1.005
« 1500 4
1000 4
o N o 500
HN 0.5 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\MACH\1803\L34767 1R\003-D6F-A2-U887628.D)
mAU 3
200 5
100
F ]
0 E e
Mol Wt 335.33 | 1 4 T -
Exact Mass 335.12 MSD1 TIC, MS File (D\DATE\MACH\1803\L347671R\003-D6F-A2-U887628.D) ES-API, Scan, Frag: 100, "POS
# Time Area% 1500000% 1.013
1 1.005 100.00 1000000 4
500000
0 s I I I T
05 1 1.5 min
MSD2 TIC, MS File (D\DATE\MACH\1803\L34767 1R\003-D6F-A2-U887628.D) ES-API, Scan, Frag: 100, "NEG
200000 -] 1013
150000
100000 5
50000
e
0.5 1 1.5 min
ADC1 A, ELSD (D:\DATE\MACH\1803\L347671R\003-D6F-A2-U887628.D)
mV 4
750
500
250 5
0 : I | I T
0.5 1 1.5 min
*MSD1 SPC, time=1.013 of D:\DATE\MACH\1803\L347671R\003-D6F-A2-U887628.D ES-API, Scan, Frag: 100, "POS"
E 336.2
RT 1.013 %07 337.2
0- \ \ \ T \ \ ;
100 200 300 400 500 m/z
*MSD2 SPC, time=1.017 of D:\DATE\MACH\1803\L347671R\003-D6F-A2-U887628.D ES-API, Scan, Frag: 100, "NEG"
E 334.0
RT 1.013 50 335.0
1 | 372.0
0~ \ ] - P \ \
100 200 300 400 500 m/z
Inj.Date 3/17/2021 Y -8- Acg. Method C:\Chem32\-> ->
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MaxPeak: 100.00% U887617
Ret_Time: 1.004 min
DAD1 A, Sig=215,16 Ref=off (D:\DATE\MACH\1803\L347671R\007-
W mAU 3 1.004
1500
N 1000
500
[0} N (0} ]
HN—, 0.5 1 . min|
2 DAD1 B, Sig=254,16 Ref=off (D:\\DATE\MACH\1803\L347671R\007-D6F-A3-U887617.D)
mAU 4
200 -]
100
F 0 { \f\
Mol Wt 335.33 T T T T 0‘5 T T T T )‘I T T T T 1‘5 T T T \rnln
Exact Mass 335 12 MSD1 TIC, MS File (D:\DATE\MACH\1803\L347671R\007-D6F-A3-U887617.D) ES-API, Scan, Frag: 100, "POS
# Time Area$% E 1.013
“““““““““ 1000000 -
1 1.004 100.00 ]
500000
0 : : : ‘ ‘ ‘ : : : : : : : : : : : ‘ :
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATE\MACH\1803\L347671R\007-D6F-A3-U887617.D) ES-API, Scan, Frag: 100, "NEG
E 1.013
150000 7;
100000
50000
e e —
. 1 1.5 min
ADC1 A, ELSD (D:\DATE\MACH\1803\L347671R\007-D6F-A3-U887617.D)
mV
400
200
0- : : : : : : : : : : : : : ; ‘ ; ; ; ;
0.5 1 1.5 min|
*MSD1 SPC, time=1.013 of D:\DATE\MACH\1803\L347671R\007-D6F-A3-U887617.D ES-API, Scan, Frag: 100, "POS"
336.0
RT 1.013 50 337.0
0 I I I “‘ I I ‘
100 400 500 m/Z
*MSD2 SPC, time=1.017 of D:\DATE\MACH\1803\L347671R\007-D6F-A3-U887617.D ES-API, Scan, Frag: 100, "NEG"
334.0
50
RT 1.013 25 335.0
| ,372.0
0 \ I — T e I I
100 200 300 400 500 m/Z
Inj.Date 3/17/2021 Y -8- Acg. Method C:\Chem32\-> ->
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MaxPeak: 57.60% U887779
Ret_Time: 1.022 min
DAD1 A, Sig=215,16 Ref=off (D:\DATE\MACH\1803\L347671R\011-D6F-A7-U887779.D)
mAU 1] 1.022
N E 1.044
\\ 1000
500
0 " 0 0 s I I ‘ T I T
QQV/ 0.5 1 1.5 min
HN DAD1 B, Sig=254,16 Ref=off (D:\DATE\MACH\1803\L347671R\011-D6F-A7-U887779.D)
mAUE
100
50
-50 3 | | |
Mol Wt 331.37 _ 1 T -~
Exact Mass 331.15 MSD1 TIC, MS File (D:\DATE\MACH\1803\L347671R\011-D6F-A7-U887779.D) ES-API, Scan, Frag: 100, "POS
# Time Area% E 1.036
“““““““““ 1000000 -]
1 1.022 57.60 ]
2 1.044 42.40 500000
0] ‘ |~ ‘ :
. 1 1.5 min|
MSD2 TIC, MS File (D:\DATE\MACH\1803\L347671R\011-D6F-A7-U887779.D) ES-API, Scan, Frag: 100, "NEG
100000 3 1.037
75000
50000
25000
0 7: T T T T T T T T T T T T T T T T T T T
. 1 1.5 min
ADC1 A, ELSD (D\DATE\MACH\1803\L347671R\011-D6F-A7-U887779.D)
mV 7
300
200
100
4 T T T T T T T T T T T T T T T T T T T
0.5 1 1.5 min|
*MSD1 SPC, time=1.038 of D:\DATE\MACH\1803\L347671R\011-D6F-A7-U887779.D ES-API, Scan, Frag: 100, "POS"
E 332.0
RT 1.036 50 333.2
0 T T T T I T ‘
100 400 500 miz
*MSD2 SPC, time=1.034 of D:\DATE\MACH\1803\L347671R\011-D6F-A7-UB87779.D ES-API, Scan, Frag: 100, "NEG"
40 330.0
RT 1.037 20
o |332.0 366.0
| T | T T T I | T
100 200 300 400 500 m/z

Inj.Date 3/17/2021

74929615582
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MaxPeak:
Ret_Time:

Mol Wt
Exact Mass

# Time

100.00

1 1.093

Area%

100.00%
1.093 min

353.37 s T

MSD1 TIC, MS File (D:\DATE\MACH\1803\L347671R\010-D6F-A6-U887831.D) ES-API, Scan, Frag: 100, "POS

353.13

U887831

DAD1 A, Sig=215,16 Ref=off (D:\DATE\MACH\1803\L347671R\010-D6F-A6-U887831.D)
1.093

mAU
750
500
250

T T T
5 1 1.5

min|

0. .
DAD1 B, Sig=254,16 Ref=off (D:\DATE\MACH\1803\L347671R\010-D6F-A6-U887831.D)
mAU

T
1.5

min

] 1.102

min

1.101

. 1 .
MSD2 TIC, MS File (D:\DATE\MACH\1803\L347671R\010-D6F-A6-U887831.D) ES-API, Scan, Frag: 100, "NEG

T T T
0.5 1 1.5

min

ADC1 A, ELSD (D:\DATE\MACH\1803\L347671R\010-D6F-A6-U887831.D)

40
30

min

RT 1.102

50

0.5 1 1.5
*MSD1 SPC, time=1.105 of D:\DATE\MACH\1803\L347671R\010-D6F-A6-U887831.D ES-API, Scan, Frag: 100, "POS"
354.2

1327.0 356.0

T \ L S R E— I
100 200 300 400 500

m/Z

RT 1.101

[$)]

o

*MSD2 SPC, time=1.100 of D:\DATE\MACH\1803\L347671R\010-D6F-A6-U887831.D ES-API, Scan, Frag: 100, "NEG"
352.0

170.0

| s .1 L
T T T T T T T
100 200 300 400 500

m/z

Inj.Date 3/17/2021 Y

74929615577 _
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MaxPeak: 100.00% U888088
Ret _Time: 1.073 min
DAD1 A, Sig=215,16 Ref=off (D:\DATE\MACH\1803\L34767 1R\008-
mAU 1
P E 1.073
. 1000 |
500 |
0 § 0 05 I I I T
yL\f 0 0.5 1 15 min
N DAD1 B, Sig=254,16 Ref=off (D\DATE\MACH\1803\L347671R\008-D6F-A4-U888088.D)
mAU 1
100 4
50 3
Exact Mass 331.15 MSD1 TIC, MS File (D\DATE\MACH\1803\L347671R\008-D6F-A4-U888088.D) ES-API, Scan, Frag: 100, "POS
# Time Area$ 1250000
_________________ 1000000
1 1.073 100.00 750000
500000
250000
03 T E—— T ‘
0 0.5 1 15 min
MSD2 TIC, MS File (D\DATE\MACH\1803\L347671R\008-D6F-A4-U888088.D) ES-API, Scan, Frag: 100, "NEG
E 1.078
10000
7500 3
5000
2500 5
I I I T
0.5 1 15 min
ADC1 A, ELSD (D:\DATE\MACH\1803\L347671R\008-D6F-A4-UB88088.D)
mVé
200
150 3
100 4
50 5
1 I I I T
. 1 1.5 min|
*MSD1 SPC, time=1.079 of D:\DATE\MACH\1803\L347671R\008-D6F-A4-UB88088.D ES-API, Scan, Frag: 100, "POS"
E 332.0
RT 1.081 50 333.2
T
100 200 300 400 500 m/z
*MSD2 SPC, time=1.075 of D:\DATE\MACH\1803\L347671R\008-D6F-A4-UB88088.D ES-API, Scan, Frag: 100, "NEG"
034 3912
RT 1.078 023 4030 1472 261.2 318.8 344.8 403.4 533.8
019 992 1526 | 2068 | 265[2 \§19. 347.8 3860 | 4332 47RO 5056 560.8 594
. i i e ] i i ; — BT A [ - g i | i L
200 300 400 500 m/z
Inj.Date 3/17/2021 Y -8- Acq. Method C:\Chem32\-> -»>
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MaxPeak: 100.00%
Ret Time: 1.177 min

— e

DAD1 A, Sig=215,16 Ref=off (D:\WORK\D\03\03_30\1\L352052F\028-D5F-C8-

mAU 1177
N
600
NS 400
200
0 NH 0 ‘ ‘ T ‘ ‘
0.5 1 1.5 min
N DAD1 B, Sig=254,16 Ref=off (D:\WORK\D\03\03_30\1\L352052F\028-D5F-C8-V013590$2.D)
mAU
50
0
Br 0
-50
-100 T
Mol Wt 42631 e 4 . —
Exact MaSS 427 1 MSD1 TIC, MS File (D:\WORK\D\03\03_30\1\L352052F\028-D5F-C8-V013590%$2.D) ES-API, Scan, Frag: 100, "P
- 3 1.197
FTime  Aweas 800000
600000
1 1.177 100.00 400000
200000
0 \ \ \ ‘
0.5 1 1.5 min
MSD2 TIC, MS File (D:\WORK\D\03\03_30\1\L352052F\028-D5F-C8-V013590$2.D) ES-API, Scan, Frag: 100, "N
1.198
200000
150000
100000
50000
s —
0.5 1 1.5 min
ADC1 A, ADC1A, ELSD (D:\WORK\D\03\03_30\1\L352052F\028-D5F-C8-V013590%$2.D)
mV
25
20
15
10
B \ \ \ ‘
0.5 1 15 min|
*MSD1 SPC, time=1.195 of D:\WORK\D\03\03_30\1\L352052F\028-D5F-C8-V013590$2.D ES-API, Scan, Frag: 100, "POS"
E 426.2
RT 1.197 502 429.2
0- I I I I “L \ ;
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.199 of D:\WORK\D\03\03_30\1\L352052F\028-D5F-C8-V013590$2.D ES-API, Scan, Frag: 100, "NEG"
E 426.2
] 460.2
RT 1.198 507
. ] 256.2 ‘ 427.2 ‘ 465.2
-4 Mw —_— L JW ““ _—
100 200 300 400 500 m/Z
Inj.Date 3/30/2021 K -25- Acg. Method C:\Users\ -> ->

74924562413 _



MaxPeak: 100.00%
Ret Time: 0.828 min

V01

- T

DAD1 A, Sig=215,16 Ref=off (D:\WORK\D\03\03_30\1\L352052F\015-D5F-B4-

mAU ] 0.828
- 10002
500
o\ ]
>\ e A —
NH 0.5 1 15 min
N DAD1 B, Sig=254,16 Ref=off (D:\WORK\D\03\03_30\1\L352052F\015-D5F-B4-V013589$1.D)
//> mAU 3
N E
N 2005
1003
0 1{_
-100 4
Mol Wt 318.37 e 1 ] e —
Exact Mass 318.17 MSD1 TIC, MS File (D:\WORK\D\03\03_30\1\L.352052F\015-D5F-B4-V013589$1.D) ES-API, Scan, Frag: 100, "P
; P E 0.848
# Time Area% 800000 -
e e
: : 400000
200000
0- I I I T
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\WORK\D\03\03_30\1\L352052F\015-D5F-B4-V013589$1.D) ES-API, Scan, Frag: 100, "N
E 0.849
30000
20000
10000
4 T T T T ‘ T T T — T ‘ T T T T ‘ T T T T
0.5 1 1.5 min|
ADC1 A, ADCTA, ELSD (D:\WORK\D\03\03_30\1\L352052F\015-D5F-B4-V013589$1.D)
mV ;
30
20
10
h T T T T
0.5 1 1.5 min|
*MSD1 SPC, time=0.844 of D:\WORK\D\03\03_30\1\L352052F\015-D5F-B4-V013589$1.D ES-API, Scan, Frag: 100, "POS"
E 149.2 319.2
50 171.2
RT .84 ] )
0.848 ] 13212 1790 320.2
0ty S — \ \ ‘
100 200 300 400 500 m/z
*MSD2 SPC, time=0.849 of D:\WORK\D\03\03_30\1\.352052F\015-D5F-B4-V013589$1.D ES-API, Scan, Frag: 100, "NEG"
E 3174
50 ] 353.2
RT 0.849 ]
o 1552 179.0 301 M3544‘3712 ‘
‘ : ‘ ‘ ‘ ‘ ‘ ‘ ‘
200 300 400 500 m/7
Inj.Date 3/30/2021 K -25- Acg. Method C:\Users\ -> ->
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o o VO4BTT582 T

Ret Time: 2.443 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\04\01\L353082R\010-D6F-A8-
mAU J 2.443

Br 04

0 1 2 3 4
DAD1 B, Sig=254,16 Ref=off (D:\DATA\04\01\L353082R\010-D6F-A8-V048775$2.D)

|

Mol Wt 396.24 0 ‘ 1 5 3 4 5 ‘
Exact Mass 395.04 MSD1 TIC, MS File (D:\DATA\04\01\L353082R\010-D6F-A8-V048775%2.D) ES-API, Scan, Frag: 100, "POS"
# Time Area$% 300000 2.464

_________________ 200000
1 2.443 100.00

min

100000

0

T | | I [ T
1 2 3 4 5 min

o

MSD2 TIC, MS File (D:\DATA\04\01\L353082R\010-D6F-A8-\V048775$2.D) ES-API, Scan, Frag: 100, "NEG"
2.462

15000
10000
5000

o

N

N
I
3]
3
S

3
ADC1 A, ELSD (D:\DATA\04\01\L353082R\010-D6F-A8-V048775$2.D)

3
<

» O
o O

w
o
L

N
o
L

—]
0 1 2 3 4 5 min
*MSD1 SPC, time=2.462 of D:\DATA\04\01\L353082R\010-D6F-A8-V048775%2.D ES-API, Scan, Frag: 100, "POS"

398.2

40

RT 2.464 20

| 399.2

| | | |
600 800 m/7
*MSD2 SPC, time=2.458 of D:\DATA\04\01\L353082R\010-D6F-A8-V048775%$2.D ES-API, Scan, Frag: 100, "NEG"

%2

N

RT 2.462

N
[N N

" I

0 433.0
I T — I — -
200 400 600 800 m/Z

o

Inj.Date 4/1/2021 LB -9- Acg. Method C:\Chem32\-> ->
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vazear: soc7x | V05300631
Ret_Time: 2.380 min
DAD1 A, Sig=215,16 Ref=off (D:\DATA\04\0403\L353694R\009-D5B-A8-V053006$1.D)
mAU 2.380
N 1000
X 500
o . \ 3.345
| I T i T i T T
0 1 2 3 4 5 min
N DAD1 B, Sig=254,16 Ref=off (D:\DATA\04\0403\L353694R\009-D5B-A8-V053006$1.D)
mAU
50
o 25
a 0
-25
-50 3 \ \ \ \ \ ‘
Exact MaSS 352 12 MSD1 TIC, MS File (D:\DATA\04\0403\L353694R\009-D5B-A8-V053006$1.D) ES-API, Scan, Frag: 100, "POS"
# Time  Area% 1000000 2.395
_________________ 750000
P s o
: . 250000 3.358
0 I T T I T i
0 1 2 3 4 5 min
MSD2 TIC, MS File (D:\DATA\04\0403\L353694R\009-D5B-A8-V053006$1.D) ES-API, Scan, Frag: 100, "NEG"
4000
2000 |
0 ; T T T T T T T T T T T T T T T T T T T T T T T T T T T T
0 1 2 3 4 5 min
ELS1 A, ELS1A, ELSD Signal (D:\DATA\04\0403\L353694R\009-D5B-A8-V053006%1.D)
LSU 1
14
12
10 i T T T T i
0 1 2 3 4 5 min
*MSD1 SPC, time=2.394 of D:\DATA\04\0403\L353694R\009-D5B-A8-V053006$1.D ES-API, Scan, Frag: 100, "POS"
E 353.0
50
RT 2.395 ] “356.0
0o+ —— : e —— —— —— ‘
100 200 300 400 500 600 700 m/2
*MSD1 SPC, time=3.356 of D:\DATA\04\0403\L353694R\009-D5B-A8-V053006$1.D ES-API, Scan, Frag: 100, "POS"
B 279.0
50
RT 3.358 ] 280.0 579.0
0 ; ! ‘ . ' . ‘ . . S ‘ . . . ‘ .
200 400 600 800 m/Z

Inj.Date 4/2/2021

74946671001
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vaxzear: 100.00s | \/233171$4
Ret_Time: 1.393 min
DADT A, Sig=215,16 Ref=off (D:\DATE\MAY\2805\L372752D\SAMPL000016.D)
N mAU J 1.393
I 150 4
100
50 3
\O 05 I I I T
0 0.5 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\MAY\2805\L372752D\SAMPL000016.D)
mAU /_JL/
o] Br 07;
z ]
| -50
SN \N ]
-100
Exact Mass 454.05 MSD1 TIC, MS File (D:\DATE\MAY\2805\L372752D\SAMPL000016.D) ES-API, Scan, Frag: 100, "POS"
# Time Areas 125000 1.411
_________________ 100000
1 1.393 100.00 75000
50000
25000
0 I I I T
0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\MAY\2805\L372752D\SAMPL000016.D) ES-API, Scan, Frag: 100, "NEG"
] 1.413
10000 -
5000 ]
o+ o
0.5 1 1.5 min|
ADC1 A, ADC1 (D:\DATE\MAY\2805\L372752D\SAMPL000016.D)
mV
27
26
25
245 I I I T
0.5 1 15 min
*MSD1 SPC, time=1.414 of D:\DATE\MAY\2805\L372752D\SAMPL000016.D ES-API, Scan, Frag: 100, "POS"
E 252.0
50
RT 1.411 ] 116.2 253.0
ol 1" U | | L 4780 |
100 500 m/z
*MSD2 SPC, time=1.410 of D:\DATE\MAY\2805\L372752D\SAMPL000016.D ES-API, Scan, Frag: 100, "NEG"
E 507.0
E 200.0
RT 1.413 507 1038 ‘ sia2 Eﬂh 508.8 5
ol L 18 2 oo | 25122780 31803442 | 3518 4092 4366 4633 | BN 5368
100 200 300 400 500 m/z
Inj.Date 5/28/2021 Y - 4 - Acg. Method C:\CHEM32\-> ->

725009000161 _



MaxPeak: 100.00% $
Ret Time: 1.483 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\07\29\L.396689D\039-D6
mAU 1.483
600
400
200
0 \ \ \ ‘
0.5 1 1.5 min
0 o] DAD1 B, Sig=254,16 Ref=off (D:\DATA\07\29\L396689D\039-D6F-E4-V608763%7.D)
| mAU
| N 100
N~ 50
Br 0
T ———————.
Mol Wt 342.19 0 ols ] 15 -
Exact MaSs 341 02 MSD1 TIC, MS File (D:\DATA\07\29\L.396689D\039-D6F-E4-V608763%7.D) ES-API, Scan, Frag: 100, "POS"
# Time  Area% E 1.487
_________________ 200000 |
1 1.483 100.00 1
100000
0 : T — :
0 . 1 1.5 min|
MSD2 TIC, MS File (D:\DATA\07\29\L396689D\039-D6F-E4-V608763%7.D) ES-API, Scan, Frag: 100, "NEG"
e 1.490
20000
10000
0 : ‘ — :
0 0.5 1 1.5 min
ELS1 A, ELS1A, ELSD Signal (D:\DATA\07\29\L396689D\039-D6F-E4-V608763%7.D)
LSU
11.54
114
105
1 T I T T
0.5 1 15 min|
*MSD1 SPC, time=1.489 of D:\DATA\07\29\L396689D\039-D6F-E4-V608763%7.D ES-API, Scan, Frag: 100, "POS"
g 141.2
50
RT 1.487 ] 1422 s440
0- \ : \ \ e \ \ ‘
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.493 of D:\DATA\07\29\L396689D\039-D6F-E4-V608763%$7.D ES-API, Scan, Frag: 100, "NEG"
E 245.0 399.2 431.44 T 514.8
| 95.0 345.2 ;
RT 1.490 50 178.0 L 295.4 32% g 3810 4004 asho 4860 5172
L mma ss0 T 210 20, | et 803207z s1ae | 4ad, 4969 5308 5594 5o
100 200 300 400 500 m/7
Inj.Date 7/29/2021 LB -1l6- Acg. Method C:\Chem32\-> ->

74989203251 _



MaxPeak: 100.00%
Ret Time: 1.488 min W31 6824$1 2 —{
al DAD1 A, Sig=215,10 Ref=off (D:\DATA\0909-\L411817D\SAMPL041.
mAU 3
B 300
200
100+
0 0 T T T
= 0 . 1 1.5 min|
DAD1 B, Sig=254,10 Ref=off (D:\DATA\0909-\L411817D\SAMPL041.D)
o)
N mAU 1
X 50
Br O—f
;J 0‘5 ‘% 1‘5 i
- R min|
Mol Wt 419.5 MSD1 TIC, MS File (D:\DATA\0909-\L411817D\SAMPL041.D) API-ES, Scan, Frag: 120, "Pos"
Exact Mass  418.89 500000 1.499
# Time Area% 400000
————————————————— 300000
1 1.488 100.00 200000§ —
1000004 I
T T T T T T T T
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATA\0909-\L411817D\SAMPL041.D) , Scan, Frag: 120, "Neg"
E 500
60000
40000 A
E _—
20000 - -
0 ; — , ; . . ‘ . . . . ‘ . . .
. 1.5 min
ADC1 A, ADC1 ELSD (D:\DATA\0909-\L411817D\SAMPL041.D)
mV
28
26
L T T T T T T T T — T T T T T T T T T T
0 0.5 1 1.5 min|
*MSD1 SPC, time=1.501 of D:\DATA\0909-\L411817D\SAMPL041.D API-ES, Scan, Frag: 120, "Pos"
B 419.7
50 17.7
RT 1.499 ] 1571 | as
04 ‘\ \‘ ‘ ‘ : : ‘ ‘HL \‘!\ : ‘ ‘
100 200 300 400 500 m/z
*MSD2 SPC, time=1.490 of D:\DATA\0909-\L.411817D\SAMPL041.D , Scan, Frag: 120, "Neg"
1 4533
50 367. 4581 503.0
RT 1.500 ] 1401 3012 # 4%’9-0 H 2# kﬁ %
04 A | e m” . “220.2‘ el MH\%K‘}I‘%‘L il i n\?’?%}?m I ?J\Mm h‘m\mmﬂ \T\ﬁ‘\\h‘\‘\”muh\ Hhh\ HIm\H\HHmﬁﬁ HJ% | 1‘SH%L\\w‘wﬁmiﬂﬂm\m 5\7&“2
100 200 300 400 500 m/7
Inj.Date 9/9/2021 OA -VL- Acqg. Method C:\HPCHEM\-> ->
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MaxPeak: 100.00% $ ‘ I |
Ret Time: 1.377 min DAD1 A, Sig=215,16 Ref=off (D:\D\09_15\L414211R\027-D5B-C7-W495913$1.D)
mAU 7 1.377
o 400 -
[l 200 ]
N*, —
O/ ]
0; I I I T
0.5 1 1.5 min|
DAD1 B, Sig=254,16 Ref=off (D:\D\09_15\L414211R\027-D5B-C7-W495913%1.D)
o o mAU 1
| 200
N .
| 100
N & ]
Br 4
0
MOl Wt 379.2 T T T T 0‘5 T T T T 1‘ T T T T 1‘5 T T T wmm
Fxact Mass 378.03 MSD1 TIC, MS File (D:\D\09_15\L414211R\027-D5B-C7-W495913%$1.D) ES-API, Scan, Frag: 100, "POS"
: o ] 1.383
# Time Area% 600000
1 1.377 100.00 400000 |
200000
! I I I T
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\D\09_15\L414211R\027-D5B-C7-W495913%1.D) ES-API, Scan, Frag: 100, "NEG"
E 1.382
30000 -
20000
10000 -]
A T T } T T
0.5 1 1.5 min|
ADCT A, ELSD (D:\D\09_15\L414211R\027-D5B-C7-W495913%1.D)
mVé
60
50
40
307: I I I T
0.5 1 1.5 min|
*MSD1 SPC, time=1.380 of D:\D\09_15\L414211R\027-D5B-C7-W495913$1.D ES-API, Scan, Frag: 100, "POS"
E 157.0 381.0
RT 1.383 504 399.0
04 .102.2 130.2|158.0 I |, 404.0 596
i ‘ LR hae ‘ ‘
100 200 300 400 500 m/z
*MSD2 SPC, time=0.223 of D:\D\09_15\L414211R\027-D5B-C7-W495913%1.D ES-API, Scan, Frag: 100, "NEG"
1 113.0
20
RT 0.226 ]
0] 1165.0 ‘ 3270
| T I | T I | I
100 200 300 400 500 m/z
*MSD2 SPC, time=1.384 of D:\D\09_15\L414211R\027-D5B-C7-W495913$1.D ES-API, Scan, Frag: 100, "NEG"
20 113.2
RT 1.382 10 425.0
0; 1912|1290 1590 2080 | 2712 309.0 340.2 380.2 438 441.4 468.0 549.0
R i R i £ R g e D R R e T e e IR
100 200 300 400 500 m/z
Inj.Date 9/15/2021 N -12- Acg. Method C:\Chem32\-> ->
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Cl

N
N \o

=

Cl

[374.97]

V942078-1

L411799F
LCMS-16
SUPOR_30.M
09:49 09.09.2021
MaxPeak: 100.0%

#| RT |DAD1A|DAD1B| MSD1 |MSD2| ELSD MSD1 ions

DAD1A, Sig=215,16 Ref=off V942078-1 blank corrected

N

o

o
|

MSD1 rt|MSD2 ions| MSD2 rt Info

N
o
o

o

3
>
c

100

50

o

150000

100000

50000

0

T T T T | T T T T
0.5 ‘5
DAD1B, Sig=254,16 Ref=off V942078-1 blank corrected

mA —L
T

/_IV_’_L
T

0.5
MSD1 TIC, MS File (V942078-1) ES-API, Scan

0.5 1 min
MSD1 peak refined IC, MS File (V942078-1) ES-API, Scan
150000
100000
50000
04
0.5 1 1.5 min
MSD2 TIC, MS File (V942078-1) ES-API, Scan
10000 -
5000 -]
0
0.5 15 min
b page 1

75084954202 _



MaxPeak: 100.00% W529955$2
Ret Time: 1.396 min
DAD1 A, Sig=215,16 Ref=off (D:\DATA\0917\L415201R\003-D5B-A2-W529955%$2.D)
mAU 1.396
[0}
[l 600
-
o 400
200 |
0 I I I I T
0 0.5 1 15 min
o o DAD1 B, Sig=254,16 Ref=off (D:\DATA\0917\L415201R\003-D5B-A2-W529955$2.D)
| mAU
| N 300
N o 200
Br 100
Mol Wt 365.18 0
| I I I T
Exact Mass 364.01 , 05 1 1.5 min
, . MSD1 TIC, MS File (D:\DATA\0917\L415201R\003-D5B-A2-W529955%2.D) ES-API, Scan, Frag: 100, "POS"
# Time Area$% _
_________________ ] 1.404
1 1.396 100.00 150000 3
100000
50000 |
0] : : L ;
0 0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATA\0917\L415201R\003-D5B-A2-W529955%2.D) ES-API, Scan, Frag: 100, "NEG"
1 1.4p4
2000
0 ,: VAN
I I I T
0 0.5 1 1.5 min|
ELST A, ELSTA, ELSD Signal (D:\DATA\0917\L415201R\003-D5B-A2-W529955$2.D)
Lsu 4
13
12
114
IE== e > —.
0 0.5 1 1.5 min
*MSD1 SPC, time=1.405 of D:\DATA\0917\L415201R\003-D5B-A2-W529955$2.D ES-API, Scan, Frag: 100, "POS"
E 365.0
50 164.0
RT 1.404 3
25+ ‘1650 384.8
04 : e b ‘H ‘ : Il “‘MM‘ ‘ ‘ :
100 200 300 400 500 m/2
*MSD2 SPC, time=1.401 of D:\DATA\0917\L415201R\003-D5B-A2-W529955%$2.D0 ES-API, Scan, Frag: 100, "NEG"
E 199.8
0.4 201.8
RT 1.404 024
-2 ‘1163 146.0 1728 | 210.8 2550 2850 3248 [363.8 411.0 437.8 494.0 541.4 59
T T T T L T T T T L T T T T L T T L T T T T T T T T
200 300 400 500 m/3
Inj.Date 9/17/2021 H 13 Acq. Method C:\Chem32\-> ->

75247643564 _



Ret Time: 1.226 min DADT A, Sig=215,16 Ref=off (D\DATE\0928\L419096D\SAMPL000036.D)
mAU El
Cl E
150 3
N 100
| 50 3
= 0 - I I I
0.5 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\DATE\0928\L419096D\SAMPL000036.D)
°| 0 mAU
50 ]
AN |
| 04 M~
N ]
= Br -50 *;
MOl Wt 327.56 - T T T T Oi5 T T T T ,‘] T T T T 1[5 T T T ol
Exact Mass 327.95 ] MSD1 TIC, MS File (D\DATE\0928\L419096D\SAMPL000036.D) ES-API, Scan, Frag: 100, "POS
# Time Area$% 400000 1.229
1 1.226 100.00 300000
200000
100000 3
I T I
0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\0928\L419096D\SAMPL000036.D) ES-API, Scan, Frag: 100, "NEG"
E 1.230
100000
75000 3
50000
25000 =
h : : : : : : : : : : — : : : : :
0.5 1 1.5 min|
ADC1 A, ELSD (D:\DATE\0928\L419096D\SAMPL000036.D)
mV
455
40
35
30 e I T I
. 1 1.5 min
*MSD1 SPC, time=1.232 of D:\DATE\0928\L419096D\SAMPL000036.D ES-API, Scan, Frag: 100, "POS"
40 157.2
. 327.0
20
RT 1.22 ]
? ] ‘wqo
| L . oo 3 L= . .
N
100 200 300 400 500 m/2
*MSD2 SPC, time=1.227 of D:\DATE\0928\L419096D\SAMPL000036.D ES-API, Scan, Frag: 100, "NEG"
g 202.0 381.0
2 0
RT 1.230 ]
] [13.2 Lzoyo ‘255g‘2834' 324.8 djﬁ‘ 3.8
O — . b o I T T B RTY TP P YRIr NP (R I IOY vt ctot el b | 10 vl LT B T T P R P PR PRI TeT
SRR SR YRS YL SRR N L R s g e
100 200 300 400 500 m/3
Inj.Date 9/28/2021 E -5- Acqg. Method C:\CHEM32\-> ->
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MaxPeak: 100.00% W828537$5
Ret Time: 1.300 min
DADT A, Sig=215,10 Ref=off (D\DATE\OCT\1510\L4267 18R\SAMPL
o o mAU
N k!
N 600
a 400
200
0; — T ‘ T T ‘ ‘
0 . 1 15 min|
DAD1 B, Sig=254,10 Ref=off (D\DATE\OCT\1510\L426718R\SAMPLO011.D)
O| mAU 3
200
\ 100
Br 03 ‘f\
Mol Wt 385.6 0 ‘ 05 1 15 min
Exact Mass 385.95 MSD1 TIC, MS File (D:\DATE\OCT\1510\L426718R\SAMPL011.D) API-ES, Scan, Frag: 120, "Pos
; o ] 1.311
# Time Area% 800000 3
1 1.300 100.00 GWWOOE
400000
200000 ]
: I
q T T T T ‘ ‘ ‘
0 0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATE\OCT\1510\L426718R\SAMPLO011.D) , Scan, Frag: 120, "Neg"
200000 1.310
150000 |
100000
50000
(ElE———— e e —
. 1 1.5 min|
ADC1 A, ADCT ELSD (D:\DATE\OCT\1510\L426718R\SAMPLO011.D)
mv ]
503
404
30
4 T T T T ‘ T T T T ‘ T T T T ‘ T T
0 0.5 1 15 min
*MSD1 SPC, time=1.318 of D:\DATE\OCT\1510\L426718R\SAMPLO11.D API-ES, Scan, Frag: 120, "Pos"
E 384.9
50
RT 1.311 ]
] 100.9 157.1 [}, 410.7
0 ‘\ : \‘ . ; ‘ ‘M ‘i“‘ : ‘ ‘ ‘
100 200 300 400 500 miz
*MSD2 SPC, time=1.308 of D:\DATE\OCT\1510\L426718R\SAMPLO11.D , Scan, Frag: 120, "Neg"
10 420.9
RT 1.310 54 201.9 428.9
E Hzozs 331.2 383.3 \ﬂﬁ“” 4590 4990 5352
04 ‘ . ‘H : 3 ; ottt ‘h‘\nm\m\“MMM\M1 . JM:MH it ‘.mm“ v v ‘
100 200 300 400 m/z
Inj.Date 10/15/2021 Y -VL- Acq. Method C:\HPCHEM\-> ->

75192779054 _



MaXPeak : 1 0 0 * O O % $ ‘|H| ‘|‘ ‘I'I H | ‘|H | ‘|' '||||'”
Ret Time: 1.528 min DAD1 A, Sig=215,16 Ref=off (D\D\10_21\L429010R\SAMPL000016.D
mAU ] 1.528
400 -
200 -
cl 0 - T I
0.5 1
o o DAD1 B, Sig=254,16 Ref=off (D:\D\10_21\L429010R\SAMPL000016.D)
mAUé
R, 100
0 r—
-100
Mol Wt 354.63 05 1 1's min
Exact Mass 355 MSD1 TIC, MS File (D:\D\10_21\L429010R\SAMPL000016.D) ES-API, Scan, Frag: 100, "POS"
; o ] 1.552
# Time Area% 3000000
1 1.528 100.00 2000000
1000000
: T T - ‘
0.5 1 1.5 min
MSD2 TIC, MS File (D\D\10_21\L429010R\SAMPL000016.D) ES-API, Scan, Frag: 100, "NEG"
100000 | 1.554
80000 -
60000
40000
20000
I I I T
. 1 1.5 min
ADC1 A, ELSD (D:\D\10_21\L429010R\SAMPL000016.D)
mV 7
80 -
60 -
40
I I I T
0.5 1 1.5 min
*MSD1 SPC, time=1.550 of D:\D\10_21\L429010R\SAMPL000016.D ES-API, Scan, Frag: 100, "POS"
E 354.0
RT 1.552 50? 358.0
ol 1580 | | usme | |
100 200 300 400 500 m/z
*MSD2 SPC, time=1.554 of D:\D\10_21\L429010R\SAMPL000016.D ES-API, Scan, Frag: 100, "NEG"
E 375.2
RT 1.554 50 376.2
04 ‘Hﬁsfa ML119ﬁQ‘147-0‘1?3a8“?°153“?§1cﬁr .“g2§9;8 h3jﬂw5w‘“mﬂéﬁ4;?mem‘ % 411 4 441, 2 47340H5O1¢9‘mm§35;%h“h§?338
100 200 300 400 500 m/z
Inj.Date 10/21/2021 N -3- Acg. Method C:\CHEM32\-> ->

75192779014 _



vaxeear: 100005 | WO76013%$2
Ret Time: 1.483 min
DAD1 A, Sig=215,16 Ref=off (D:\DATA\2610\L431025R\SAMPL000006.D)
mAU 1.483
600 o
400
200
F 0 T T T T T T T T T T T T T T T T T T
o = Br 0.5 1 1.5 min
E | DAD1 B, Sig=254,16 Ref=off (D:\DATA\2610\L431025R\SAMPL000006.D)
f R, mAU
200
100 3
0
Mol Wt 374.15 ] I
; ; ; ; : ; ; ; ; : ; ; ; ; : ; ; ;
Exact Mass  373.01 : 0.5 1 1.5 min
. o MSD1 TIC, MS File (D:\DATA\2610\L431025R\SAMPL000006.D) ES-API, Scan, Frag: 100, "POS"
# Time  Area$ .
_________________ 800000 1.493
1 1.483 100.00 600000
400000
200000
- T T T T T T T T T T T T T T T T T T
0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATA\2610\L431025R\SAMPL000006.D) ES-API, Scan, Frag: 100, "NEG"
E 1.489
100000
75000
50000
25000
i \ T \
0.5 1 1.5 min
ADC1 A, ELSD (D:\DATA\2610\L431025R\SAMPL000006.D)
mV -
80
60 4
40
T I \
0.5 1 1.5 min
*MSD1 SPC, time=1.491 of D:\DATA\2610\L431025R\SAMPL000006.D ES-API, Scan, Frag: 100, "POS"
E 376.0
50
RT 1.493 ] 157.2 H 396.0
04 . L. It
I T T | I T T | T | I
100 200 300 400 500 m/z
*MSD2 SPC, time=1.486 of D:\DATA\2610\L431025R\SAMPL000006.D ES-API, Scan, Frag: 100, "NEG"
E 428.0
10 311.2 426.0
RT 1.489 5? 119.2 ‘ 2020 248.8 283.0| 317.0 357.2 385.0 n21.2
0L, ‘\ e “\ vl b e bl b m\H\Mmm‘mhm b bt b ot
100 200 300 400 500 m/2
Inj.Date 10/26/2021 H -5- Acqg. Method C:\CHEM32\-> ->

75336571669 _



MaxPeak: 100.00% |
Ret Time: 1.325 min X349051 $1 |
DAD1 A, Sig=215,16 Ref=off (DADATE\1126\L444350R\005-D6B-A4-X34905151.D)
mAU 1 1.325
a 300
2007
“ 100 -
7 T T T T ‘ T T T T ‘ T T T T ‘ T T T T
o . 0 05 1 15 min
z DAD1 B, Sig=254,16 Ref=off (DADATE\1126\L444350R\005-D6B-A4-X349051$1 D)
mAU
o] E
N 100
50
0
o
. . min
Mol Wt 375.04 MSD1 TIC, MS File (DADATE\1126\L444350R\005-D6B-A4-X349051$1.D) ES-API, Fast Scan, Frag: 100, PO
Exact Mass 374.94 4000000 - 1.332
# Time Area% 3000000%
_________________ 2000000
1 1.325 100.00 E
1000000 |
- — N ——
5 1 1.5 min|
MSD2 TIC, MS File (D\DATEVI126\L444350R\005-D6B-A4-X34905151 D) ES-API, Fast Scan, Frag: 100, "NE
50000 1.331
40000 4
300004
200004
10000 -
0 i I I I T
0 0.5 1 15 min
ELS1 A, ELSTA, ELSD Signal (DADATE\1126\L444350R\005-D6B-A4-X349051$1 D)
LSU ]
10
9.5
9
1 I I I T
0 0.5 1 1.5 min|
*MSDT SPC, time=1.328 of D\DATE\126\L444350R\005-D6B-A4-X34905151.D ES-API, Fast Scan, Frag: 100, "POS"
E 376.0
] 377.8
RT 1.332 50
1 1742 3790 4418
O | ‘w - \u “ ‘ ‘ \\1 1l F; H‘m o ‘ ‘
100 200 300 400 500 m/3
MSD2 SPC, time=1.334 of D:\ DATE\I 126\L444350R\005-D6B-A4-X349051$1.D ES-API, Fast Scan, Frag: 100, "NEG"
E 389.6
2T 1.331 1 251.8 J39184196
) ] 113.0 1702 , ‘ % 44708 563.6
oL, “88"2 I ‘TO ;“ ‘\\51\5'9\“\‘ N %9\1‘\2” EB‘S H“ ?"20‘” (] ‘H:m?\(‘s?ﬁ H\‘ﬁﬁﬁu‘\ ‘M\H\\M\‘\hﬁm‘ﬂ‘\‘KM “ﬂl\%%w‘mk ‘\“‘?3?\'\‘2‘\ I Hm”ﬁ;g’l.
100 200 300 400 500 m/3
Inj.Date 11/26/2021 E Acg. Method C:\Users\ -> ->
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Analysis Report - Agilent | e

Sample Information

Name R2571204 Data File Path D:\MassHunter\GCMS\1\data\04_20\R2571204.D
Comment CH3CN Acq. Time (Local) 20-Apr-21 22:22:08 (UTC+03:00)

Instrument GCMS-5 Method Path (Acq) D:\MassHunter\GCMS\1\methods\UNIV_ACN.M
Position 33

Sample Chromatograms

x10%_|* TIC Scan R2571204.d

* 14,007 1
L67] 100.00

1.5
1.4
1.37
1.2
1.17

1
0.9
0.8
0.7
0.6
0.57]
0.4
0.37]
0.27]
0.1

o

[ T T T T T T T T T T T T T T T T T T T T T T T T T T T T
25 3 35 4 45 5 55 6 65 7 75 8 85 9 95 10 105 11 115 12 125 13 135 14 145 15 155 16

Counts vs. Acquisition Time (min)

Chromatogram Peaks

Peak | RT [ Area [ Area Sum %
1] 14.007 \ 594625 \ 100.00

MassHunter Qual 10.0
(End of Report)

Page 1 of 1 Generated at 10:26 on 21-Apr-21

74954569220 _



MaxPeak :
Ret Time:

o

HCI

Mol Wt

w00.00s | LH103289174
0.659 min
DADT A, Sig=215,16 Ref=off (D:\DATA\0528\[252652D\029-D2B-C9-LH103289174.D)
mAU 0.659
400
300
200
/\ 100 | e
R
K/N 0 T T T T T T T T T T T T T T T T T T T

Exact Mass 2

# Time Area%

_________________ ] 0.669
1 0.659 100.00 400000
200000

04 e —

0.5 1 1.
DAD1 B, Sig=254,16 Ref=off (D:\DATA\0528\.252652D\029-D2B-C9-LH103289174.D

5 min
)

57N mAU
__ 100
—
29523 | o ML/

58.08 1.5 min|

MSD'I TIC, MS File (D: \DATA\0528\L252652D\029 D2B- C9 LH103289174.D) ES-API, Scan, Frag: 100, "POS"

; ; ; ; : . . ; .
0 1.5 min|
MSD2 TIC, MS File (D.\DATA\0528\L252652D\029 D2B- C9 LH103289174.D) ES-API, Scan, Frag: 100, "NEG"

4000
2000 +
0 \ I \
0 0.5 1 1.5 min|
ELS1 A, ELS1A, ELSD Signal (D:\DATA\0528\L.252652D\029-D2B-C9-LH103289174.D)
LSU ]
12
11.5
my e
N T ‘ T ‘ T T T T ‘ T T T
0 0.5 1 1.5 min|
*MSD1 SPC, time=0.670 of D:\DATA\0528\L252652D\029-D2B-C9-LH103289174.D ES-API, Scan, Frag: 100, "POS"
97.2 259.0
50
RT 0.669 98.2 260.0
0 S \ : \ \ \ \
100 200 300 400 500 m/Z
Inj.Date 5/28/2020 M -15- Acg. Method C:\Chem32\-> ->

7147647874 _



MaxPeak: 98.15% -Im1 078

Ret Time: 1.248 min

DAD1 A, Sig=215,16 Ref=off (D\DATE\2022MAI\2805\L 489524R092-D6F-H7-T6201078.D)

mAU 7 1.248
1000
500
E |, 122
0 T T —— T T
o 0 05 1 15 i
DAD1 B, Sg=254, 16 Ref=oif (D\DATE2022VIAN2806\L489594R 092-D6r—H7- 16201078.D)
O N O mAU
100
0]
Mol Wt 400.26 3
I I I T
Exact Mass  399.07 o 05 1 1.5 rin
. . VBD1 TIC, VS File (D\DATE2022MANZB05\LA89504R092-DeFH7-T6201078.D) ES-AP, Fast Scan, Frag: 1
# Time Area%
_________________ = 1.256
1 1.248 98.15 400000
2 1.202 1.85 3000003
200000
100000 1.302
Oé T T T T ‘ T T T T ‘ T T T T ‘ T T T T
0 05 1 15 min]
VB2 TIC, VS File (D\DATE\2022MAI\2805\L 489504R092-D6F-H7- T6201078.D) ES-API, Fast Scan, Frag: 1
20000
15000
10000
5000
) T T T T
0 05 1 15 i
ELSTA ELS1A ELSD Signdl (D\DATE2022NAI2805\L489594R092- D6 H7-T6201078.D)
Lsu
40
30
E
10 : I I I T
05 1 15 i
VBD1 SPC, time=1.256 of D\DATE\2022VAI2805\L489594R 092-Dor-H7-T6201078.D ES-API, Fast Scan, Frag: 100, "POS'
E 400.0
RT 1.256 50 401.2
o 2050 | 4220
I I T I I T T T
100 200 300 400 m/z
*WBD1 SPC, time=1.301 of D\DATE\2022MAI2805\L489504R 092-D6r-H7- T6201078.D ES-API, Fast Scan, Frag: 100, "POS'
E 400.0
1 4020
RT 1.302 50
o,: ' 1006 | 1568 . ‘25'8 H\ 4230 1. HH%‘I
— —— — ‘ | ‘ :
100 200 300 400 500 m/3
TIryj .Date 28-May-22 Z <irvalids Acg. Method C:\Users\ -> ->

7335721330



MaxPeak: 100.00%
Ret Time: 0.718 min

HCI

y
)

hey

Mol Wt
Exact Mass

# Time Area%

1 0.718 100.00

RT 0.727

RT 0.727

Inj.Date 8/13/2021

7147647726_

176330170

DAD1 A, Sig=215,16 Ref=off (D:\DATA\08.2021\13\L402632R\038-D4F-B7-T6330170.D
mAU 0.718
400
200
0 A

[ I I I T
15 min|

0.5 1 .
DAD1 B, Sig=254,16 Ref=off (D:\DATA\08.2021\13\L402632R\038-D4F-B7-T6330170.D)

0
-25
-50
-75
‘ ; ; ; ; : ; ; ; ; : ; ; ; ; : ; ; ; ;
323'65 0 0.5 1 1.5 min
286 09 MSD1 TIC, MS File (D:\DATA\08.2021\13\L402632R\038-D4F-B7-T6330170.D) ES-API, Scan, Frag: 100, "POS
0.727
-—--- 400000
200000
0 T T T T
0 . 1 . min|
MSD2 TIC, MS File (D:\DATA\08.2021\13\L402632R\038-D4F-B7-T6330170.D) ES-API, Scan, Frag: 100, "NEG
20000
15000
10000 0.727
5000
1 T T T T
0 0.5 1 1.5 min|
ELS1 A, ELS1A, ELSD Signal (D:\DATA\08.2021\13\L402632R\038-D4F-B7-T6330170.D)
LSU
10.75
10.5
10.25
10
| T T T T
0 0.5 1 1.5 min|
*MSD1 SPC, time=0.727 of D:\DATA\08.2021\13\L402632R\038-D4F-B7-T6330170.D ES-API, Scan, Frag: 100, "POS"
1 287.0
40 289.0
20
] 290.0
0 \ \ ‘ L \ \ \ \
100 200 300 400 500 m/Z
*MSD2 SPC, time=0.731 of D:\DATA\08.2021\13\L402632R\038-D4F-B7-T6330170.D ES-API, Scan, Frag: 100, "NEG"
E 162.8
02
0.1
E| 126.? 166.4 | 199.6 248.8 374.8 477.2
o ‘n‘ I ‘hw\\‘\ﬂh\\‘h H‘ \\“ ‘\h I — R m‘w il \‘ — TR o
100 200 300 400 500 m/7
CH <invalid> -18- Acqg. Method C:\Chem32\-> ->



MaxPeak: 100.00%
Ret Time: 1.440 min

V37

s e

DAD1 A, Sig=215,16 Ref=off (D:\WORK\D\05\05_22\2\1369969D\014-|

mAU : 1.440
600 |
400
0 ]
= 200 -
0- I I I T
0 0.5 1 1.5 min|
N DAD1 B, Sig=254,16 Ref=off (D:\WORK\D\05\05_22\2\1369969D\014-D6F-A7-V37414754.D)
mAU 1
NN 200
100
Br 3
0 —
Mol Wt 342.19 T T T T 0‘5 T T T T 1‘ T T T T 1‘5 T T T ‘mm
Exact Mass 341.02 MSD1 TIC, MS File (D\WORK\D\05\05_22\2\1369969D\014-D6F-A7-V374147$4.D) ES-API, Scan, Frag: 100, "P
# Time Area% 300000 1.449
1 1.440 100.00 ZOOOOOE
100000
0 7: I I I T
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\WORK\D\05\05_22\2\1369969D\014-D6F-A7-V374147$4.D) ES-API, Scan, Frag: 100, "N
E 1.465
15000
10000
5000
] I I I T
0.5 1 1.5 min|
ADC1 A, ELSD (D:\\WORK\D\05\05_22\2\1369969D\014-D6F-A7-V374147$4.D)
mvV
50
40
30
I T I T
0.5 1 1.5 min|
*MSD1 SPC, time=1.447 of DAWORK\D\05\05_22\2\1369969D\014-D6F-A7-V374147$4.D ES-API, Scan, Frag: 100, "POS"
. 141.2
50 -]
RT 1.449 ]
1 142.2 H 345.0
O e
100 m/2
*MSD2 SPC, time=1.468 of D:\WORK\D\05\05_22\2\1369969D\014-D6F-A7-V374147$4.D ES-API, Scan, Frag: 100, "NEG"
E 514.8
14
RT 1.465 0.5 512.8
E 103.2 158.8 185.0 218.8  257.2 320.8 3540 , 389.0 419.0| | 467.8 49 ‘4 521.8 559.4, 59
04 \‘m S \m‘ e : . Iy ‘ ik \} [ w\\‘u‘w\‘w\\\‘“m\m\‘\ v b LT \‘ \M‘ ikl ST vl i S
100 200 300 400 500 m/3
Inj.Date 5/22/2021 K -12- Acqg. Method C:\Chem32\-> ->

74658847356_



Ret Time: 1.550 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\10\6\L422860D\SAMPL000015.D)
mAU 1.550
Br
s 400
| 200
NS
l 07 T T
o 0 0.5 1 1.5 min|
DAD1 B, Sig=254,16 Ref=off (D:\DATA\10\6\L422860D\SAMPL000015.D)
mAU
50
0 N
-50
c -100
Mol Wt 376.63 0 05 ] 15 min
Exact Mass 376.98 MSD1 TIC, MS File (D:\DATA\10\6\L422860D\SAMPL000015.D) ES-API, Scan, Frag: 100, "POS"
# Time  Area$ 2000000 1.102
] 1.568
————————————————— 1500000
1 1.550 100.00 1000000 -
500000 |
] I I I T
0 0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATA10\6\L422860D\SAMPL000015.D) ES-API, Scan, Frag: 100, "NEG"
150000
100000
] 1.101 1579
50000 ]
i
EEE—————_l L ‘ ‘ ;
0 0.5 1 15 min
ADCT A, ELSD (D:\DATA\10\6\L422860D\SAMPL000015.D)
_— :
0 0.5 1 1.5 min
*MSD1 SPC, time=1.099 of D:ADATA\10\6\L422860D\SAMPL000015.D ES-API, Scan, Frag: 100, "POS"
E 2422
E 157.0
RT 1 . 1 02 50 ] 243.2
] 158.0 o
0~ T LI © \ \ \
100 200 300 400 500 m/2|
*MSD1 SPC, time=1.567 of D:\DATA\10\6\L422860D\SAMPL000015.D ES-API, Scan, Frag: 100, "POS"
E 157.0
RT 1.568 507 376.0
0 ,: . . 101.2 \\1?8'\0 ‘\\?7?\9 “438'8
I T T T I I T I T T I I
100 200 300 400 500 m/2|
*MSD2 SPC, time=1.103 of D:\DATA\10\6\L422860D\SAMPL000015.D ES-API, Scan, Frag: 100, "NEG"
E 3322
RT 1.101 50
0d .. 2672 | |334.0 366.2 _
I I T I T T T T I I I
100 200 300 400 500 m/2
*MSD2 SPC, time=1.580 of D:\DATA\10\6\L422860D\SAMPL000015.D ES-API, Scan, Frag: 100, "NEG"
E 3752 4118
RT 1.579 507 B 430.0
0l | ‘;\“1911\:3 i ““\14?"‘-‘0”“‘]75‘:‘9“\‘ . 2148 2468 H;‘?Z%-ﬁm o J3R20, IR0 . ‘4\ ?’21‘\ . 1. P17%0.945:8 ??0-
100 200 300 400 500 m/4
Inj.Date 10/6/2021 LB -3- Acqg. Method C:\CHEM32\-> ->

75192779122



MaxPeak :

Ret Time: 1.043 min

STN

—/ 0

Mol Wt

Exact Miass

80.83%

# Time Areas

1 0.632 19.17
2 1.043 80.83

mAU 3 1.043
300
HN 200 0632
100 !
—=N e ‘ ‘ ‘
05 1 15 rrin
\ / DAD1 B, Sg=254, 16 Ref=oif (D\DATE2022NAI2406\ 489791R018-D6FB5-H3599927.D)
mAU]
50
33946 | | . ‘ |
339.17 15 rin
MSD1 TIC, MSFile (D\DA'I'E\MNN\ZML489791R\O18—EBF—BS—I—B{599%7 D) ES-AP, Scan, Frag: 100, "
______ E 1.061
1000000
750000
500000— 0647
e

H3500927

DAD1 A Sig=215,16 Ref=dif (D\DATE\2022AMAI\N2405\L 489791R018-D6F-B5-H3599027.D)

05 1 1.5 i
MBDR2 TIC, MS File (D\DATE2022ANMAN2405\L489791R018-DEF-B5-H3599927.D) ES-API, Scan, Frag: 100, "

200000
150000
100000
50000
b I I I T
05 1 15 in)
ADC1 A, ADCIA, BL.SD (D\DATE2022MAN2405\L489791R018-D6F-B5-H3599927.D)
mv
15
10+
S ————————
05 1 15 min)
*VBD1 SPC, ime=0.644 of D\DATE2022IVAN405\L489791R018-DEF-B5-H3599927.D ES-API, Scan, Frag: 100, "POS
E 1790
50
RT 0.647 ] 1800
0- I et I I I ‘
100 200 300 400 500 m/z
*VBD1 SPC, time=1.061 of DA\DATE2022IVANA05\LA489791R018-D6F-B5-H3599927.D ES-AMI, Scan, Frag: 100, "POS
E 3400
RT 1.061 07 310
o e
100 200 300 400 500 m/z
VB2 SPC, ime=0.648 of D\DATE2O22NVAN405\L489791R018-DEF-B5-H3599927.D ES-API, Scan, Frag: 100, "NEG'
E 1772
50
RT 0.649 ] 1780
o4 s [ITIRRPS \‘ H\‘ A m“.h TR I S . b o . -
100 200 300 400 500 m/z
*VBD2 SPC, time=1.067 of D\DATE2022IVANA05\ 489791R018-DEF-B5-H3599927.D ES-API, Scan, Frag: 100, "NEG'
] 197.8 2750
4 BO
RT 1.060 1 ‘ 1192 Aq)
] 0 1 59
[o J T n . H\ u \|P4ﬁ \m \hm h Tuly \h | ‘Hum ﬁhmmumm s .1 um\ [N %ﬁ%m\mhmm \u\h\\\m H\HU ulll M\I‘ I ‘nmﬁﬁ iy 0\‘ o ‘
100 ao 500 mz
Inj .Date 24-May-22 Z <irvalids -25- Acg. Method C:\Users\ -> ->

74124468376_



MaxPeak: 100.00% GULO
Ret Time: 1.237 min
DAD1 A, Sig=215,16 Ref=off (D:\WORK\D\03\03_01\2\L341362R\014-D5F-C1-
mAU 1.237
\O 1000
750
500
250
= 0 0 I I ‘ T I T
F . 1 1.5 min|
0\\ 0 DAD1 B, Sig=254,16 Ref=off (D:\WORK\D\03\03_01\2\L341362R\014-D5F-C1-GULO.D)
5/ mAU
N\
o
200
Z
0
Mol Wt 33531 e 4 T —
Exact Mass 335 02 MSD1 TIC, MS File (D:\WORK\D\03\03_01\2\L341362R\014-D5F-C1-GULO.D) ES-API, Scan, Frag: 100, "POS"
# Time  Area$ 125000 1.257
""""""""" 100000
1 1.237 100.00 75000
50000
25000
I I T I T
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\WORK\D\03\03_01\2\L341362R\014-D5F-C1-GULO.D) ES-API, Scan, Frag: 100, "NEG"
150000 1.254
100000
50000
R e S ————
0.5 1 1.5 min
ADC1 A, ADC1A, ELSD (D:\WORK\D\03\03_01\2\L341362R\014-D5F-C1-GULO.D)
mV o
60
40
20
: : : : : : : ‘ ‘ ‘ : : : : : : : :
0.5 1 1.5 min
*MSD1 SPC, time=1.254 of D:\WORK\D\03\03_01\2\L341362R\014-D5F-C1-GULO.D ES-API, Scan, Frag: 100, "POS"
E 336.0
] 152.0
RT 1.257 507
E 200.2 3380 376.0
04 o 1 ‘\ [N - Hh“ . S : :
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.258 of D:\WORK\D\03\03_01\2\L341362R\014-D5F-C1-GULO.D ES-API, Scan, Frag: 100, "NEG"
E 388.0
RT 1.254 50 390.0
od . 12012 L3342 ). 3992
\ T I — T \ \
100 200 300 400 500 m/7
Inj.Date 3/1/2021 K -25- Acg. Method C:\Users\ -> ->

71247383311



vaxzear: 100005 | \/233166$4
Ret Time: 1.468 min
DAD1 A, Sig=215,16 Ref=off (D:\WORK\D\05\05_26\L371749D\SAMPL000022.D)
mAU 3 1.468
| 300
Xy N0« 200
100 3 /
Br 7 0 o ! ! ! ‘
0.5 1 1.5 min|
DAD1 B, Sig=254,16 Ref=off (D:\WORK\D\05\05_26\L371749D\SAMPL000022.D)
Br
-50 3 M\
-100 4
Mol Wt 405.47 o5 ] s i
Exact Mass 404.87 MSD1 TIC, MS File (D\WORK\D\05\05_26\L.371749D\SAMPL000022.D) ES-API, Scan, Frag: 100, "POS"
# Time Area%
1 1.468 100.00
I T I T
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\WORK\D\05\05_26\L371749D\SAMPL000022.D) ES-API, Scan, Frag: 100, "NEG"
15000 - 1.492
10000
5000
0; I T I T
0.5 1 1.5 min|
ADC1 A, ADC1 (D:\WORK\D\05\05_26\L371749D\SAMPL000022.D)
mV
35
30
25
‘ : : : : : : : : ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ :
0.5 1 1.5 min|
*MSD1 SPC, time=1.489 of D:\WORK\D\05\05_26\371749D\SAMPL000022.D ES-API, Scan, Frag: 100, "POS"
E 407.8
e 03.8
RT 1.487 50
1 206.8 L 1,.429.6
o+ o e R
100 200 300 400 500 m/7
*MSD2 SPC, time=1.493 of D:\WORK\D\05\05_26\L.371749D\SAMPL000022.D ES-API, Scan, Frag: 100, "NEG"
E 4112
RT 1.492 1 2090
ol 986 _, 1081606 || 290 244 2025 YIBOIHMES,) 9% |, 448, 71 9002 | 5390 5774
100 200 300 400 500 m/7
Inj.Date 5/26/2021 K - 4 - Acg. Method C:\CHEM32\-> ->

Z5009000155_



Ret Time: 1.247 min DAD1 A, Sig=215,10 Ref=off (DAD\10_21MMML298402D\SAMPL004 D)
mAU ] 1.247
400
200
] 1.030
0 T T T 1
0 05 1 1.5 min
DAD1 B, Sig=254,10 Ref=off (D:\DVI0_21MMML298402D\SAMPLO04.D)
mAU E
100
504
0= m\
-50
MO] Wt 451.86 0 T T T T 0‘5 T T T T % T T T T 1‘5 T T T mln\
Exact Mass 451.11 MSD1 TIC, MS File (DADVI0_21MTML298402D\SAMPL004.D) API-ES, Scan, Frag: 120, "Pos”
: . 1.270
T A %
?___f??____f??___ 1000000
1 1.030 1.07 750000 s
2 1.247 98.93 500000 :
250000 44\&,,44,,,,f4///4~/’(\ﬁx - —
‘ T T T T T T ‘ T — Tl
0 . 1 1.5 min|
MSDZ TIC, MS File (D\DVI0_21MTML298402D\SAMPL004.D) , Scan, Frag: 120, "Neg"
E 1.267
1500000 -
1000000
500000 |
0 : — F—
0 05 1 1.5 min
ADC1 A, ADC1 ELSD (D:\D\10_21MMML298402D\SAMPLO004.D)
mV
32
30
28
26
24 o
— ‘ _— A
0 . 1 1.5 min
*MSD1 SPC, time=1.043 of D:\D\10_21MMM\L298402D\SAMPL004.D API-ES, Scan, Frag: 120, "Pos"
E 375.0
501 157.1
RT 1.048 ] 3771
0] - 100.9 158.1 2426 3252 36().9 ‘
— et . Tt ESSSH R s A ‘ ‘
100 0 500 m/z
*MSD1 SPC, time=1.267 of D:\D\0_21MNML298402D\SAMPL004.D API-ES, Scan, Frag: 120, "Pos"
e 452.0
50 453.9
RT 1.270 B
I 157.1 287.0 388.0 4550 4971 554.0
‘ ; ; e e e s
100 400 500 m/z
*MSD2 SPC, time=1.277 of D:\D\10_21MMNML298402D\SAMPLO04.D , Scan, Frag: 120, "Neg"
E 450.0
50 452.0
RT 1.267 ]
] H4mo
0-1 e e e e : ‘ el e e
200 300 400 500 m/z
Inj.Date 10/22/2020 N -VL- Acg. Method C:\HPCHEM\-> ->

Z1123372000_



MaxPeak: 91.40%
Ret_Time: 1.332 min

S866357%B

Il =
H N/N\N ‘ | |
N ~ 0.5 1 1.5
@[ DAD1 B, Sig=254,16 Ref=off (D:\D\11_05\L.302964D\061D2B-E125866357$B.D)
o o o cl
|

mAU
50
Mol Wi 409.83 - ‘ -

Exact Mass 409.1

. 1 .
MSD1 TIC, MS File (D:\D\11_05\L302964D\061D2B-E12S866357$B.D) ES-API, Scan, Frag: 100, "POS"

# Time Area% 200000—5 1.348
------------ 150000
2 1221 1.3
3 1.332 91.40 50000 3 )
0 1 —T 1 '
0.5 1 1.5 min
MSD2 TIC, MS File (D:\D\11_05\L302964D\061D2B-E125866357$B.D) ES-API, Scan, Frag: 100, "NEG"
E 1.348
30000
20000
10000
07: I I I T
0.5 1 1.5 min
ADCT A, ADC1A, ELSD (D:\D\11_05\L302964D\061D2B-E125866357$B.D)
mV 3
60
58
56
544 I I I T
. 1 1.5 min
*MSD1 SPC, time=0.929 of D:\D\11_05\L302964D\061D2B-E125866357%B.D ES-API, Scan, Frag: 100, "POS"
E 393.2
RT 0.929 50 395.0
] 322.2 “ 396.0
o+ e ‘
100 200 300 400 m/2
*MSD1 SPC, time=1.238 of D:\D\11_05\L302964D\061D2B-E125866357$B.D ES-API, Scan, Frag: 100, "POS"
] 265.0 336.2
50 3 106.2
RT 1.238 B
0 1 i I \16\6' [ \200'0 “266'0 ‘337.(\) ‘\376'0 \469'0
- . i TSN PR TR (A Y Al ol " A bl L I [l [ TN (11T IR N i " IR [ i
A S T Y P BT —
100 200 300 400 500 m/2
*MSD1 SPC, time=1.347 of D:\D\11_05\L302964D\061D2B-E125866357$B.D ES-API, Scan, Frag: 100, "POS"
E 410.0
50
RT 1.348 1 124.0 ‘411.0
0 ! \ ] \ “‘ ‘ i I
100 200 300 400 500 m/2
*MSD2 SPC, time=1.351 of D:\D\11_05\.302964D\061D2B-E 125866357$B.D ES-API, Scan, Frag: 100, "NEG"
g 408.0
50 410.0
RT 1.348 . '
] 259.0 H411.0
0 ¥ \ S \ \
200 300 400 500 m/2
Inj.Date 11/5/2020 N -11- Acq. Method C:\Chem32\-> -»>

71123371668 _



s o SS6BOTISIT MR

Ret T ime: 1.795 min DAD1 A, Sig=215,16 Ref=off (D:\DATE\1028\L300264D\069-D2B-F8-S
mAU 1.795
125
100
75
50
25 I T T T T T T T T T T T T T T T T T T T
0 0.5 1 1 min|
DAD1 B, Sig=254,16 Ref=off (D:\DATE\1028\L300264D\069-D2B-F8-S568071$17.D)
0 e mAU
‘ 25
0
-25
-50
Mol Wt 409.83 i - 4 s
MSD1 TIC, MS File (D:\DATE\1028\L.300264D\069-D2B-F8-S568071$17.D) ES-API, S , Frag: 100, "POS"
Exact Mass 409.1 fle ( $17.0) can. Frag
# Time Area% 1.803
_________________ 60000
1 1.795 100.00 40000
20000
0 I T T T T T T T T T T T T T T T T T T T
0 0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATE\1028\L300264D\069-D2B-F8-S568071$17.D) ES-API, Scan, Frag: 100, "NEG"
1.804
40000
30000
20000
10000
0 ‘ T T T T ‘ T T T T ‘ T ‘ — T
0 0.5 1 1.5 min|
ELS1 A, ELS1A, ELSD Signal (D:\DATE\1028\L300264D\069-D2B-F8-S568071$17.D)
LSU
10.4
10.3
10.2
10.1
‘ ‘ : : : ‘ : ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘
0 0.5 1 1.5 min|
*MSD1 SPC, time=1.806 of D:\DATE\1028\L300264D\069-D2B-F8-S568071$17.D ES-API, Scan, Frag: 100, "POS"
30 410.0
20 253.0
RT 1.803
10 ”411.0 432.0
04— —— — — — e
150 200 250 300 350 400 450 m/7
*MSD2 SPC, time=1.802 of D:\DATE\1028\L300264D\069-D2B-F8-S568071$17.D ES-API, Scan, Frag: 100, "NEG"
20 408.0
10 410.0
RT 1.804 “411 0 508.0
0 [ I | ' .‘w
I T I I I ‘
100 200 300 400 500 m/Z
Inj.Date 10/28/2020 0 -17- Acg. Method C:\Chem32\-> ->

7762212060_



MaxPeak: 95.28% $
Ret Time: 1.360 min DAD1 A, Sig=215,10 Ref=off (D:\DATA\1023\[298905D\SAMPL035.D)
mAU 1
400
200 1.380
0 ; T T T T ‘ T T T T ‘ T T T T ‘ T Tl
0 0.5 1 15 min
DAD1 B, Sig=254,10 Ref=off (D:\DATA\1023\L298905D\SAMPL035.D)
mAU 7
200 4
100
0]
Mol Wt 389.41 0 o’s ] 15 i
Exact Mass 389.16 MSD1 TIC, MS File (D:\DATA\1023\L298905D\SAMPL035.D) API-ES, Scan, Frag: 120, "Pos"
4 Time Area% 1250000 1.376
_________________ 1000000
1 1.360 95.28 750000
2 1.380 4.72 500000
250000 -
e —— —
| I T I T I 1
0 0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATA\1023\[298905D\SAMPL035.D) , Scan, Frag: 120, "Neg"
1250000 1.379
1000000
750000
500000
250000
0 [ I \ I 1
0 0.5 1.5 min|
ADCA A, ADC1 ELSD (D: \DATA\1023\L298905D\SAMPL035 D)
mV
35
30
25 e
I I I 1
0 0.5 1 1.5 min|
*MSD1 SPC, time=1.368 of D\DATA\1023\L.298905D\SAMPL035.D API-ES, Scan, Frag: 120, "Pos'
E 390.0
50
RT 1.376 1 .
] 301.0 391.0
0- I T I : e I : \ \
100 200 300 400 500 m/2
*MSD2 SPC, time=1.379 of D:\DATA\1023\L298905D\SAMPL035.D , Scan, Frag: 120, "Neg"
E 388.0
RT 1.379 507 389.1
0 I I “ I i I
200 300 400 500 m/2
Inj.Date 10/23/2020 OA -VL- Acqg. Method C:\HPCHEM\->

7762210282_



Ret_Time: 1.205 min DAD1 A, Sig=215,16 Ref=off (D:\D\12_31\L321828D-PART1\059-D1F-G5-S993141$15.D)
mAU 1 1.205
150
100
u 50
- A —
" N 0 0.5 1 1.5 min
N X DAD1 B, Sig=254,16 Ref=off (D:\D\12_31\L321828D-PART1\059-D1F-G5-S993141$15.D)
©/ 5 o mAU 4
100
0 ] I —
—100%
Mol Wt 331.33 0 05 1 15 “min
Exact Mass 331.11 MSD1 TIC, MS File (D:\D\12_31\L321828D-PART1\059-D1F-G5-S993141$15.D) ES-API, Fast Scan, Frag: 100
# Time  Area$ i 1.220
_________________ 150000 o
1 1.205 100.00 100000 ]
50000%
: ; ; ; — ; ; ; : — ; ; : ; — ;
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\D\12_31\L321828D-PART1\059-D1F-G5-S993141$15.D) ES-API, Fast Scan, Frag: 100
] 1.217
200000 -]
100000 ]
0 \ I \ ‘
0 0.5 1 1.5 min
ELS1 A, ELS1A, ELSD Signal (D:\D\12_31\L321828D-PART1\059-D1F-G5-S993141$15.D)
LSU
10.15
10.1
10.05
10
| I I I T
0 0.5 1 1.5 min
*MSD1 SPC, time=1.222 of D:\D\12_31\L321828D-PART1\059-D1F-G5-S993141$15.D ES-API, Fast Scan, Frag: 100, "POS"
3 157.0
50
RT 1.220 ] 1566 354.0
0~ e \ o \ \ T
100 200 300 400 500 m/z|
*MSD2 SPC, time=1.216 of D:\D\12_31\L321828D-PART1\059-D1F-G5-S993141$15.D ES-API, Fast Scan, Frag: 100, "NEG"
E 330.0
RT 1.217 502 331.0
0 I I “ i I
100 200 300 400 500 m/Z
Inj.Date 12/30/2020 N Acg. Method C:\Users\ -»> ->

7638927484 _



MaxPeak: 100.00%
Ret_Time : 2.073 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\11.2021\30-\L445572R\006-D6B-A2-H36599
mAU 2,073
150 4
F 100
50 .
o ]
—_————
0 1 2 3 4 min|
DAD1 B, Sig=254,16 Ref=off (D:\DATA\11.2021\30-\L445572R\006-D6B-A2-H3659984.D)
o NH mAU
F 50 E
X B
| 0F——
— N 3
—50*;
Mol Wt 276.24 — 4 I I T —
Exact Mass 276 08 MSD1 TIC, MS File (D:\DATA\11.2021\30-\L445572R\006-D6B-A2-H3659984.D) ES-API, Fast Scan, Frag: 100,
# Time  Area% . 2.083
----------------- 400000 ]
1 2.073 100.00 ]
200000 ]
0 \ I I \ ‘
0 1 2 3 4 min|
MSD2 TIC, MS File (D:\DATA\11.2021\30-\L445572R\006-D6B-A2-H3659984.D) ES-API, Fast Scan, Frag: 100,
30000 ] 2.084
20000
10000
] T \ T \ ‘
0 1 2 3 4 min|
ELS1 A, ELS1A, ELSD Signal (D:\DATA\11.2021\30-\L445572R\006-D6B-A2-H3659984.D)
LsuU
10.2
10.15
10.1
10.05
o T
0 1 2 3 4 min|
*MSD1 SPC, time=2.078 of D:\DATA\11.2021\30-\L445572R\006-D6B-A2-H3659984.D ES-API, Fast Scan, Frag: 100, "POS"
g 277.2
50
1 278.2
RT 2.083 ] 1572
0 ; e ‘ ‘ ‘ ‘ ‘ ; ‘ ‘ ; ‘ ‘ ‘ ; ‘ ‘
800 m/Z|
*MSD2 SPC, time=2.085 of D:\DATA\11.2021\30-\L445572R\006-D6B-A2-H3659984.D ES-API, Fast Scan, Frag: 100, "NEG"
E 275.2
50
RT 2.084 ]
o] 119.0 22582762 601.6
200 400 600 800 m/2
Inj.Date 11/30/2021 CH <invalids> Acg. Method C:\Users\ -> ->

Z5420738300_



Ret_Time : 1.333 min DAD1 A, Sig=215,16 Ref=off (D:\WORK\D\09\09_28\.418954D\004-D6B-A4-W179756$55.D)
mAU 7 1.333
Br E
s 600
' 400 E
_ 200 4 1.19
| 0 \ I \ ‘
0o o) 0 0.5 1 1.5 min
DAD1 B, Sig=254,16 Ref=off (D:\WORK\D\09\09_28\L418954D\004-D6B-A4-W179756$55.D)
mAU ]
N E
=~ ]
| 100
NN ]
F 0
Mol Wt 361.16 ! " 1‘ e —
Exact Mass 360 MSD1 TIC, MS File (D:\WORK\D\09\09_28\L418954D\004-D6B-A4-W179756$55.D) ES-API, Scan, Frag: 100, "PO
. . E 1.337
# Time Area% 400000
i ia | wwo
2 1.332 98.62 200000%
: : 100000 -
0 I I I T
0 0.5 1 1.5 min|
MSD2 TIC, MS File (D:\WORK\D\09\09_28\L418954D\004-D6B-A4-W179756$55.D) ES-API, Scan, Frag: 100, "NE
E 1.204
10000
7500 3
5000 =
2500
0 I I I T
0 0.5 1 1.5 min|
ELS1 A, ELS1A, ELSD Signal (D:\WORK\D\09\09_28\L418954D\004-D6B-A4-W179756$55.D)
LSU E
123
11.5
114
105 é T T T T T T T T T T T T T T T T T T T
0 0.5 1 1.5 min
*MSD1 SPC, time=1.339 of D:\WORK\D\09\09_28\418954D\004-D6B-A4-W179756$55.D ES-API, Scan, Frag: 100, "POS"
= 361.0
404 160.0
RT 1.337 E
20 ] 161.2 I 385.0
4
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.201 of D:\WORK\D\09\09_28\418954D\004-D6B-A4-W179756$55.D ES-API, Scan, Frag: 100, "NEG"
2 417.0
RT 1.204 1
E 2146 3846|4192 4528 4922
‘ ; ; ‘ ; ‘ : ; ; ; ‘ ‘
200 300 400 500 m/Z
*MSD2 SPC, time=1.343 of D:\WORK\D\09\09_28\L.418954D\004-D6B-A4-W179756$55.D ES-API, Scan, Frag: 100, "NEG"
0.2 rae
RT 1.344 0.1 7 208.8 489.4 537.6
] 117.0 162.0 ‘219.6 287.2 ‘342.8 ‘ %8‘7.0 ‘41 9.8 ‘456.8 %86.0 | ‘ | 9436 §7?.0
T T T T T T T T T T T T T T ‘\ T T T T T T
200 300 400 500 m/2
Inj.Date 9/28/2021 K <invalids> -15- Acg. Method C:\Chem32\-> ->

75192779144 _
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MaxPeak: 100.00% $ RORIER TR CRAATEE
Ret_Time : 1.568 min DAD1 A, Sig=215,16 Ref=off (D:\D\05_25\L371152D\SAMPL000051.D)
mAU 1.568
N 400
AN o 300
_ 200
Br 0 100 B
05 ‘ ‘ ‘ : ‘ ‘ ‘ ‘ ‘ : ‘ ‘ ‘ ‘ : ‘ ‘
0 0.5 1 1.5 min|
DAD1 B, Sig=254,16 Ref=off (D:\D\05_25\L371152D\SAMPL000051.D)
mAU -
100
50
0-
50 (\
Exact Mass 331 04 MSD1 TIC, MS File (D:\D\05_25\L371152D\SAMPL000051.D) ES-API, Scan, Frag: 100, "POS"
# Time Area% E 1.577
_________________ 600000 A
1 1.568 100.00 400000
200000
] \ \ \ ‘
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\D\05_25\L.371152D\SAMPL000051.D) ES-API, Scan, Frag: 100, "NEG"
80000 - 1.585
60000
40000 H
20000 4
T \ \ \ ‘
0 0. 1 1.5 min
ADC1 A, ELSD (D:\D\05_25\L371152D\SAMPL000051.D)
mV 3
60
50
40
E T T T T T T T T T T T T T T T T T
0 0.5 1 1.5 min|
*MSD1 SPC, time=1.574 of D:\D\05_25\L371152D\SAMPL000051.D ES-API, Scan, Frag: 100, "POS"
332.0
RT 1.577 %0 131.2
0 101.2 ) “159.‘2 ) I ““‘%52-2
—_— :
100 200 300 400 500 m/z|
*MSD2 SPC, time=1.587 of D:\D\05_25\L371152D\SAMPL000051.D ES-API, Scan, Frag: 100, "NEG"
1.5 e
1
RT 1.585 0.5 283.4 387.0 533.8
0d 872112 1430, 1732 2008, 29510 2626 2908, 2181 .,.1, ATH0) . 4132, 4920, 416.81,508411.5438.,,584.0
100 200 300 400 500 m/z|
Inj.Date 5/23/2021 N -5- Acg. Method C:\CHEM32\-> ->

74989203264 _



wacpeac: 200.00v | \/211809%3
Ret_Time: 1.615 min
DAD1 A, Sig=215,16 Ref=off (D:\DATA\05\0524\L370957D-PART1\SAMPL000010.D)
mAU E 1.615
Br. 400
200
(0] ]
~ 0 ‘ ‘ ‘ ‘ ‘ : ‘ : : : ‘ ‘ ‘ ‘ : ‘ ‘ ‘ ‘
0.5 1 1.5 min|
Z (6] DAD1 B, Sig=254,16 Ref=off (D:\DATA\05\0524\L370957D-PART1\SAMPL000010.D)
N | mAU ]
N 100}
Br Of f\—*
Mol Wt 385.05 ’ o 4 ™ -
Exact Mass 384 93 MSD1 TIC, MS File (D:\DATA\05\0524\L370957D-PART1\SAMPL000010.D) ES-API, Scan, Frag: 100, "POS"
# Time Area% E 1.626
_________________ 600000 4
1 1.615 100.00 4000003
200000 ]
A T T T T
0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATA\05\0524\L370957D-PART1\SAMPL000010.D) ES-API, Scan, Frag: 100, "NEG"
\ I \ ‘
0.5 1 15 min
ADC1 A, ELSD (D:\DATA\05\0524\L.370957D-PART1\SAMPL000010.D)
mV
80
60 -
404
\ \ \ ‘
0.5 1 15 min
*MSD1 SPC, time=1.624 of D:\DATA\05\0524\L370957D-PART1\SAMPL000010.D ES-API, Scan, Frag: 100, "POS"
E 386.0
] 384.0
50
B 167.2
RT 1.626 1 ‘ ‘ 404.0
e S SS | S 1S S
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.628 of D:\DATA\05\0524\L370957D-PART1\SAMPL000010.D ES-API, Scan, Frag: 100, "NEG"
E 255.2 481.0 557.0
BT 1625 50 a2 3252 366.0 5158 bsas
: ] 934 2 1452 4712 201.2 227.0 , 29,6‘ 330, H_ : , . ﬂ l I .
04 H\““L\h‘m m1 14‘\‘? i bt HM;I\Z]M%M‘\U (\)HM.MH‘ bl %ﬁ?d?‘\lumm‘h I \‘Hh\.ﬂm‘\mhm Hmﬁ\ﬁ. Rﬁhhﬁﬁﬁ. R‘\\um\mﬁ i \NMM\M.‘\mﬁuﬁm\m ‘H\‘n“m\\\\L\ﬁ\hﬁ“ th“u \ﬁﬁ% H%mm\.\mmhwh?ﬁﬁ 4
100 200 300 400 500 m/2
Inj.Date 5/23/2021 LT -5- Acg. Method C:\CHEM32\-> ->

74989203259_



peeans 100000 | \/296342%4 |
Ret Time: 1.295 min |
DAD1 A, Sig=215,16 Ref=off (D:\D\05_25\L371156D\SAMPL000004.D)
mAU -
o} 200
100
© 0 T i T i
0.5 1 1.5 min
o 0 DAD1 B, Sig=254,16 Ref=off (D:\D\05_25\L371156D\SAMPL000004.D)
I mAUE
N~ -50;
Br 3
-100 4 : : : :
Mol Wt 350.16 - 1 1.5 min
MSD1 TIC, MS File (D:\D\05_25\L371156D\SAMPL000004.D) ES-API, Scan, Frag: 100, "POS"
Exact Mass 349 1312
# Time Area% 200000 -
----------------- 150000
1 1.295 100.00 100000
50000
- e ... : ‘ S —
0.5 1 1.5 min
MSD2 TIC, MS File (D:\D\05_25\L371156D\SAMPL000004.D) ES-API, Scan, Frag: 100, "NEG"
15000 1.312
10000;
5000
0- T i T i
0.5 1 1.5 min
ADC1 A, ADC1 (D:\D\05_25\L371156D\SAMPL000004.D)
mV
26
24
22 ,,/f////’/////f‘/
W= - : :
. 1 1.5 min
*MSD1 SPC, time=1.314 of D:\D\05_25\L371156D\SAMPL000004.D ES-API, Scan, Frag: 100, "POS"
100 - 149.2
80
RT B
1.312 60 —
40
] 352.0
20
] 150.2 368.0
0 7 ‘ . Il HM
T T i i T T T
100 300 400 500 m/z|
*MSD2 SPC, time=1.309 of D:\D\05_25\L371156D\SAMPL000004.D ES-API, Scan, Frag: 100, "NEG"
1 425.0
10 425.4
1 289.2
RT 8 ]
1.312 ] 360.6
6] 170.8 345.0 h23.2
] 4432
. w076 446.0
4 303.0 383.0 ' 4440 4896 6.8
] 162.6 267.2 ! 07.2| 426. 4 527.6
2 45 2208 5404 3268 354 gy H048 414 614 6 5304 5558
b F “ 1110 1 7‘.0 1752 1938 F18.8 ’ 268'8‘ 96.6 3110 ‘ 3394 ‘ ‘ 386,6 ‘ 4172 443| 41 H’T 5294 g % 579
1 M \ ‘ 1 A 7 I “ Ll L ‘ N 1 T fﬁ
100 200 300 400 500 m/z|
Inj.Date 5/23/2021 N - 4 - Acqg. Method C:\CHEM32\->->

74989203255_



Ret_Time : 2.993 min DAD1 A, Sig=215,16 Ref=off (D:\D\05_26\L371630D\SAMPL000007.D)
mAU 2.993
Br 150 -
= |N 100 1
50 7
NN f
| o+ = ——-—-—
o 0 1 2 3 4 5 min
DAD1 B, Sig=254,16 Ref=off (D:\D\05_26\L371630D\SAMPL000007.D)
mAU ]
0
~J \ 7]
-50 -
\N/“ = ]
-100 o
Mol Wt 332.15 4 I I ] I
Exact Mass 331 B MSD1 TIC, MS File (D:\D\05_26\L371630D\SAMPL000007.D) ES-API, Scan, Frag: 100, "POS
# Time Area% ] 3.043
_________________ 150000
1 2.993 99.47 100000%
2 3.249  0.53 50000 ]
o= "
1 2 3 4 5 min
MSD2 TIC, MS File (D:\D\05_26\L371630D\SAMPL000007.D) ES-API, Scan, Frag: 100, "NEG"
8000
60007;
4000{
2000
I I I \ \ ‘
1 2 3 4 5 min
ADC1 A, ADC1 (D:\D\05_26\L371630D\SAMPL000007.D)
mV -
25
244
234
22 5
I | | I I T
1 2 3 4 5 min
*MSD1 SPC, time=3.046 of D:\D\05_26\L371630D\SAMPL000007.D ES-API, Scan, Frag: 100, "POS"
332.2
131.2
50
RT 3.043
132.2 350.0
0 = \ e I I ) \ ‘
200 400 600 800 m/z|
Inj.Date 5/26/2021 N - 4 - Acg. Method C:\CHEM32\-> ->

74989203254 _
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MaxPeak: 91.30%
Ret Time: 0.860 min DADT A, Sig=215,16 Ref=off (D:\D\03_25\L350839R1008-D6B-A4-R2539922.D)
mAU 0.860
800
600 -
4004
200 0.76%834
o+ -
0 0.5 1 1.5 min|
DAD1 B, Sig=254,16 Ref=off (D:\D\03_25\L350839R\008-D6B-A4-R2539922.D)
mAU 1
600
400
200
0 v
Mol Wt 370.2 0 ‘ 05 1 15 i
Exact Mass 369.02 MSD1 TIC, MS File (D:\D\03_25\L350839R\008-D6B-A4-R2539922.D) ES-API, Fast Scan, Frag: 100, "POS"
# Time Area% E 0.872
_________________ 200000 4
1 0.765 3.46 150000 4
2 0.834 5.24 100000
3 0.860 91.30 50002’;
N T T T T
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\D\03_25\L350839R1008-D6B-A4-R2539922.D) ES-API, Fast Scan, Frag: 100, "NEG"
80000 0.870
60000 |
40000 |
20000 -]
0 I I I T
0 0.5 1 1.5 min
ELS1 A, ELS1A, ELSD Signal (D:\D\03_25\L350839R\008-D6B-A4-R2539922.D)
LSU
10.8
10.6
10.4
10.2
| I I I T
0 0.5 1 1.5 min
"MSD1 SPC, ime=0.778 of D\D\03_25\L350839R1008-D6B-A4-R2539922.D ES-API, Fast Scan, Frag: 100, "POS"
E 156.8
RT 0.778 50
0l . 1580 | 269.6 ‘ 381
T T T T T T T T T T T
100 150 200 250 300 350 m/z
*MSD1 SPC, time=0.871 of D:\D\03_25\L350839R\008-D6B-A4-R2539922.0 ES-API, Fast Scan, Frag: 100, "POS"
E 372.0
50
RT 0.872 1
] | 158.8 3730
oL S i A S S RN | ‘
100 150 200 250 300 350 400 m/z
"MSD2 SPC, ime=0.865 of D-\D\03_25\L350839R1008-D6B-A4-R2539922.D ES-API, Fast Scan, Frag: 100, "NEG"
E 369.8
RT 0.870 %07 370.8
0; T T T ‘ T T T
100 200 300 400 500 m/z
Inj.Date 3/25/2021 N Acg. Method C:\Users\ -> ->

74934489646_



MaxPeak: 100.00% U8531 95$2
Ret Time: 1.211 min
DAD1 A, Sig=215,16 Ref=off (D:\DATA\03\0318\L347319D\SAMPL000049.D)
Z | mAU 1.211
N 200
100
o N o 1 A
i\f 0- T T T T
N, 0.5 1 1.5 min|
DAD1 B, Sig=254,16 Ref=off (D:\DATA\03\0318\L347319D\SAMPL000049.D)
mAU ]
0
-50
g ]
-100 o
Mol Wt 339.36 ‘_ ] 15 min
Exact MaSS 339.16 ) MSD1 TIC, MS File (D:\DATA\03\0318\L347319D\SAMPL000049.D) ES-API, Scan, Frag: 100, "POS
# Time  Area% 400000 4 1.229
“““““““““ 300000 5
1 1.211 100.00 200000
100000
E | : N,
0 T T T T T T
0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATA\03\0318\L347319D\SAMPL000049.D) ES-API, Scan, Frag: 100, "NEG"
8000
6000
4000
2000
0- T I T i
. 1 1.5 min|
ADC1 A, ADC1 (D:\DATA\03\0318\L347319D\SAMPL000049.D)
mV 3
34
32 7;
304
] - \
Bt———— I —
0.5 1 1.5 min|
*MSD1 SPC, time=1.230 of D:\DATA\03\0318\L347319D\SAMPL000049.D ES-API, Scan, Frag: 100, "POS"
340.2
RT 1.229 50 341.2
0 I I I “‘ I I I
100 200 300 400 500 m/7
Inj.Date 3/18/2021 LT - 4 - Acg. Method C:\CHEM32\-> ->

74929616328 _



MaxPeak: 97.64%
Ret Time: 1.055 min V218888$1
DAD1 A, Sig=215,10 Ref=off (D:\DATE\0427\L362120F\SAMPL012.D)
N mAU 1.055
N 400
200
0 NH ] 1033
Qj// <
0 0.5 1 1.5 min|
N DAD1 B, Sig=254,10 Ref=off (D:\DATE\0427\L362120F\SAMPL012.D)
mAU 3
503
o 3
. 25
03
-25 =
) T T T
0 0.5 1 1.5 min|
Mol Wt 351.37 MSD1 TIC, MS File (D:\DATE\0427\L362120F\SAMPL012.D) API-ES, Scan, Frag: 120, "Pos"
Exact Mass 351.16 1500000 - 1.072
FTime  Aread 1000000
1 1.033 2.36 500000
2 1.055 97.64 0;
7 T I T
0 0.5 1 15 min
MSD2 TIC, MS File (D\DATE\0427\L362120F\SAMPLO12.D) , Scan, Frag: 120, "Neg"
E 1.074
150000
100000
50000
07: I I I
0 0.5 1 1.5 min|
ADC1 A, ADC1 ELSD (D:\DATE\0427\L362120F\SAMPL012.D)
mV{
28]
26
24
I I I
0 0.5 1 1.5 min
*MSD1 SPC, time=1.063 of D:\DATE\0427\L362120F\SAMPLO012.D API-ES, Scan, Frag: 120, "Pos"
E 352.0
RT 1.072 50 353.1
o+
100 200 300 400 500 m/z
*MSD2 SPC, time=1.073 of D:\DATE\0427\L362120F\SAMPLO012.D , Scan, Frag: 120, "Neg"
E 350.1
RT 1.074 507 3510
0 I — I L — \ T
100 200 300 400 500 m/z
Inj.Date 4/27/2021 E -VL- Acg. Method C:\HPCHEM\-> ->

74924562400 _



MaxPeak: 90.44% Q763569$4
Ret_Time: 1.579 min
DADT A, Sig=215,16 Ref=off (D:\DATE\JUNE\2906\L262545D\014-D5F-B4-Q763569$4.D)
mAU 1.579
300
200 1.311
100 ——
e —
0 0.5 1 1.5 min
N DAD1 B, Sig=254,16 Ref=off (D:\DATE\JUNE\2906\L262545D\014-D5F -B4-Q763569$4.D)
o \ mAU
VY .
N 400 -
200
0 1 T T T T T T T T T T T T T T T T
Mol Wt 321.82 0 05 ] 15 min
Exact Mass 321.09 MSD1 TIC, MS File (D:\DATE\JUNE\2906\L262545D\014-D5F-B4-Q763569%4.D) ES-API, Scan, Frag: 100, "PQ
# Time Area% 500000
_________________ 400000
1 1.311 9.56 300000
2 1.579 90.44 200000
100000
0 ‘ T T T T ‘ T T T T ‘ T T —— T ‘ T T T T
0 0.5 1 15 min
MSD2 TIC, MS File (D:\DATE\JUNE\2906\L262545D\014-D5F-B4-Q763569%4.D) ES-API, Scan, Frag: 100, "NE
E 1.585
2000 7 1.311
1000
0 7 I I I T
0 0.5 1 15 min
ELSTA, ELSTA, ELSD Signal (D:\DATE\JUNE\2906\L262545D\014-D5F-B4-Q763569$4.D)
LSU ]
25
204
154
10 4
I I I T
0 0.5 1 15 min
*MSD1 SPC, time=1.324 of D:\DATE\JUNE\2906\262545D\014-D5F-B4-Q763569%4.D ES-API, Scan, Frag: 100, "POS"
] 429.4
47 430.2
RT 1.324 2
0; o } ‘1“91.2‘ ‘ L 297.2 ‘357,0 “43‘1.0“ 452.2 ‘
T | T T T T T T T T
100 200 300 400 500 m/z
*MSD1 SPC, time=1.586 of D:\DATE\JUNE\2906\262545D\014-D5F-B4-Q763569%4.D ES-API, Scan, Frag: 100, "POS"
] 322.2
50 -
RT 1.589 ]
] 190.2 | 3252
-
100 200 300 400 500 miz
*MSD2 SPC, time=1.311 of D:\DATE\JUNE\2906\262545D\014-D5F-B4-Q763569$4.D ES-API, Scan, Frag: 100, "NEG"
] 451.2 523.8
0.1+
] 594
RT 1.311 3 4090 428.2
0.05 ] 4176 | 5004 ‘
‘ ‘ ‘ ‘ ‘
500 550 m/z,
*MSD2 SPC, time=1.588 of D\DATE\JUNE\2906\L262545D\014-D5F -B4-Q763569%$4.D ES-API, Scan, Frag: 100, "NEG"
0.1 295.0 482.0
1 439.0 470.8 57¢
E 4208 489.0
RT 1.585 0054 2612 311.8 2992 a0 e stos 5570‘
] ‘ 557.
‘ ‘ ‘ — ‘ —
300 350 400 450 500 550 m/z
Inj.Date 6/29/2020 Y -15- Acg. Method C:\Chem32\-> ->

74497434898 _



MaXPeak: 100 * OO% $ H |‘ ‘HH“ ‘|HH |HH|H‘I|IH‘
Ret Time: 1.350 min DAD1 A, Sig=215,10 Ref=off (D:\DATA12\11\L315706D\SAMPL004 D)
mAUE 1.350
150
100
0 0 50
/ ]
0 E— —
0 0.5 1 15 min
= o DAD1 B, Sig=254,10 Ref=off (D:\DATA\12\11\L315706D\SAMPL004 D)
mAU -+
S 50
Br 07:
-50
MOl Wt 348‘19 0 T T T T 0‘5 T T T T J] T T T T 1‘5 T T T min
Exact Mass 347.03 MSD1 TIC, MS File (D:\DATA\12\11\L315706D\SAMPL004.D) API-ES, Scan, Frag: 120, "Pos"
# Time Area% ] 1.362
_________________ 300000 -]
1 1.350 100.00 200000
100000 I
71 \/W\M\)r/\)‘/‘/ ——
T T T T T T T T T T
0 . 1.5 min|
MSD2 TIC, MS File (D:\DATA\12\11\[315706D\SAMPL004 D) , Scan, Frag: 120, "Neg"
150000
100000 1.367
50000 T
1~ -
([Elaa=—. s —
0 . 1 1.5 min|
ADC1 B, ELSD (D:\DATA\12\11\L315706D\SAMPL004.D)
mV ]
21,5
21 B
2059 //
= — ‘ —_— ‘
0 0.5 1 15 min
*MSD1 SPC, time=1.365 of D:\DATA\12\11\L315706D\SAMPL004.D API-ES, Scan, Frag: 120, "Pos"
E 350.1
50
RT 1.362 ] 172 147.1 351.0
O; . ‘ H\H‘ . L ‘H‘ ‘H . ‘ H ‘Hm . ‘ ‘ .‘
100 200 400 500 m/4
*MSD2 SPC, time=1.375 of D:\DATA\12\11\L315706D\SAMPL004.D , Scan, Frag: 120, "Neg"
E 381.0
1 4449
E 112.9
RT 1.367 50 345.0
1 146.9 194.9 246.0 2751 3111 339.1 3683 | Wz.o 447.0 497.1 526.7 554.8 583
| S S A i P I IRl R R LR T vl TR T ‘i“”‘ N R
100 200 300 400 500 m/4
Inj.Date 12/11/2020 LB -SL- Acg. Method C:\HPCHEM\-> ->

73339728474



MaxPeak :
Ret Time:

100.00%
1.516 min

Mol Wt
Exact Mass

# Time Area%

1.516 100.00

299.34
299.17

Q763545%1

mAU
400

300

200

100 -

0

I
0 0.5 1 1.5

min

DAD1 B, Sig=254,16 Ref=off (D:\DATE\JUNE\2906\L.262545D\024-D5F-C5-Q763545$1.D)
mAU

75
50
25

0

[ I I I
0 0.5 1 1.5

min

MSD1 TIC, MS File (D:\DATE\JUNE\2906\L262545D\024-D5F-C5-Q763545$1.D) ES-API, Scan, Frag: 100,
1.5625
400000
300000
200000
100000
0

"PQ

I I I
0

min

0. 1 1.5
MSD2 TIC, MS File (D:\DATE\JUNE\2906\L262545D\024-D5F-C5-Q763545$1.D) ES-API, Scan, Frag: 100,

2000
1500
1000 -
500

0

"NE

o

T
1.5

min

0.5 1
ELS1 A, ELS1A, ELSD Signal (D:\DATE\JUNE\2906\L262545D\024-D5F-C5-Q763545$1.D)
LsSuU

N W
o o

-
o

T
0.5 1

T
15

o

min

50

RT 1.525

*MSD1 SPC, time=1.524 of D:\DATE\JUNE\2906\L262545D\024-D5F-C5-Q763545$1.D ES-API, Scan, Frag: 100, "POS"

300.2

28202

T
100

m/Z

RT 1.534

500
*MSD2 SPC, time=1.534 of D:\DATE\JUNE\2906\L262545D\024-D5F-C5-Q763545$1.D ES-API, Scan, Frag: 100, "NEG"

433.2

299.4

417.2 441.0 499.0
355.0

8
321.0 | | 489.0 503.2

530.4

|
300

[
350 500

m/z

Inj.Date 6/29/2020

72851615440_

-15- Acg. Method C:\Chem32\->



R2541405

MaxPeak: 90.89%

0

Ret Time: 1.145 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\0324\L350301R\027-D6B-C9-R25414
mAU
600*;
400
200 1.276
0 | — T
0 B T T T T T T T T T T T T T T T T T T T
0 0.5 1 1.5 min|
DAD1 B, Sig=254,16 Ref=off (D:\DATA\0324\L350301R\027-D6B-C9-R2541405.D)
X mAU |
o ]
| N 100%
N FH 0 E
Exact Mass 328.14 MSD1 TIC, MS File (D:\DATA\0324\L350301R\027-D6B-C9-R2541405.D) ES-API, Scan, Frag: 100, "POS
# Time Area$% 400000 1.156
_________________ 300000
2 1276 o
. . 100000
[
0

I I I T
min|

. 1 1.5
MSD2 TIC, MS File (D:\DATA\0324\L350301R\027-D6B-C9-R2541405.D) ES-API, Scan, Frag: 100, "NEG"

1.157
40000
30000
20000
10000
0\ I I I T
0 0.5 1 1.5 min|
ELST A, ELS1A, ELSD Signal (D:\DATA\0324\L350301R\027-D6B-C9-R2541405.D)
LSU 3
20
17.54
153
12,53
7 T T T T T T T T T T T T T T T T T T T
0 0.5 1 1.5 min|
*MSD1 SPC, time=1.155 of D:\DATA\0324\L350301R\027-D6B-C9-R2541405.0 ES-API, Scan, Frag: 100, "POS"
E 329.2
RT 1.156 50 330.2
T ——
100 200 300 400 m/z
*MSD2 SPC, time=1.159 of D:\DATA\0324\[350301R\027-D6B-C9-R2541405.0 ES-API, Scan, Frag: 100, "NEG"
60 | 327.0
40
RT 1.157 E
204 | 329.2
-+
250 300 350 400 450 m/2
*MSD2 SPC, time=1.284 of D:\DATA\0324\[350301R\027-D6B-C9-R2541405.0 ES-API, Scan, Frag: 100, "NEG"
7 2272 327.0
RT 1.283 057 328.0 501.4
{1 2280 2632 | 3426 ||| 4022 4292 1466.6 517.8 59
‘ : ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ : ‘ ‘ ‘ ‘ ‘ ‘
300 400 500 m/z
Inj.Date 3/24/2021 OA -14- Acqg. Method C:\Chem32\-> ->

72168218606_



MaxPeak: 100.00%
Ret Time: 0.876 min DADT A, Sig=215,16 Ref=off (D:\DATE\0322\L349265R\019-D4F-B9-R2538227.D)
mAU 0.876
300
200
AN
NS 100
\ /N | I I I T
0 0.5 1 15 min|
DAD1 B, Sig=254,16 Ref=off (D:\DATE\0322\[349265R\019-D4F-B9-R2538227.D)
0 o mAU
< 100
o 50
0 [ B
-50
Mol Wt 266.25 ! ‘ e 4 ™ —
MSD1 TIC, MS File (D:\DATE\0322\L349265R\019-D4F-B9-R2538227.D) ES-API, Scan, Frag: 100, "POS"
Exact Mass  266.07 ) MS File ) » Sean, Frag: 100,
# Time Area% 300000 0.884
1 0.876 100.00 2000007
100000
7 o
0+ : ; : : ‘ ‘ : :
0 0.5 1 1.5 min|
MSD2 TIC, MS File (D:\DATE\0322\L349265R\019-D4F-B9-R2538227.D) ES-API, Scan, Frag: 100, "NEG"
E 0.884
100000
75000
50000 2
25000 M
0 e ———— : B : ; ‘ ; ; ; ;
0 0.5 1 1.5 min|
ELST A, ELS1A, ELSD Signal (D:\DATE\0322\L349265R\019-D4F-B9-R2538227.D)
LSU A
10.1 4
10
9.9
B T T T T T T T T T T T T T T T T T T
0 0.5 1 15 min
*MSD1 SPC, time=0.886 of D:\DATE\0322\L349265R\019-D4F-B9-R2538227.D ES-API, Scan, Frag: 100, "POS"
g 267.0
50
RT 0.884 ] 268.0
o4~ .
100 300 350 m/7
*MSD2 SPC, time=0.882 of D:\DATE\0322\L349265R\019-D4F-B9-R2538227.D ES-API, Scan, Frag: 100, "NEG"
40{ 265.0
20
RT 0.884 ] 266.0
e S S ——
100 200 300 400 500 m/7
Inj.Date 3/22/2021 0 -18- Acg. Method C:\Chem32\-> ->

71410957869 _



MaxPeak: 100.00% R2532053
Ret Time: 0.964 min
DAD1 A, Sig=215,16 Ref=off (D:\WORK\D\03\03_17\L346972R\023-D5F-|
mAU 0.964
400
300
200
100
0 — : ‘
0 1. 5 min|
DAD1 B, Sig=254,16 Ref'off D \WORK\D\03\03_ 17\L346972R\023 D5F-B5-R2532053.D)
mAU 7
200
100 3
0
1 B
Mol Wt 240.26 ; ‘ 1 —
Exact Mass 240 1 MSD1 TIC, MS File (D:\WORK\D\03\0371 7\L346972R\023-D5F-B5-R2532053.D) ES- API Scan, Frag: 100, "POS|
# Time Area% 600000 0.973
1 0.964 100.00 400000
200000
0+ : : : e : ‘
0 0.5 1 15 min|
MSD2 TIC, MS File (D:\WORK\D\03\03_17\L346972R\023-D5F-B5-R2532053.D) ES-API, Scan, Frag: 100, "NEG
0.973
200000
150000
100000
50000
T T T T T T T — T — T T T T T T T T T
O 0.5 1 15 min|
ELS1 A, ELS1A, ELSD Signal (D:\WORK\D\03\03_17\L346972R\023-D5F-B5-R2532053.D)
LSU
11.5
11
10.5
10 I T T T T T T T T T T T T T T T T T T T
0 . 1 1.5 min|
*MSD1 SPC, time=0.970 of D:\WORK\D\03\03_17\L346972R\023-D5F-B5-R2532053.D ES-API, Scan, Frag: 100, "POS"
E 241.0
RT 0.973 502 242.0
0 T T “‘ T T T i
100 500 m/z|
*MSD2 SPC, time=0.974 of D:\WORK\D\03\03_17\L346972R\023-D5F-B5-R2532053.D ES-API, Scan, Frag: 100, "NEG"
E 239.0
50
RT 0.973 1 240.0
o+
100 200 300 400 500 m/Z
Inj.Date 3/16/2021 K -18- Acg. Method C:\Chem32\-> ->

Z71410957765_



1 obea

0091 09'SL 00'GL 0S¥l 00¥L 0G'€L 00'€L 0S¢l 00CL OS'LL 00'LL 0S'0L 000

HOLYILSININAY

TZ0C €S*PESTT PC IBW PSM W SYHAINN d°TE66ESCH

06 006 098 008 09. 00Z 0S99 009 0SS 00G OSv O00v 0S€ 00€ 0S¢ <-—-dwll

p

Vi

v

m—————y

|

a’1ee66¢€sey Ol

=

(xo3exbsiul uoTieISWSYD) W' SYAAINN\SAOHIIW\ T\WIHOASKW\ :D
S°T3UTO3NE :sweied UOT3IRILSIUT SKH

00°0 :3unouwy oT1dwes

00°T :ITdTATOK
T# ZSWOD : 3sur
:103eI12d0

9T :T®eTA

jxodey yoaess Axeaqr

CTOZHD+NDEHD ¢

Te€66EGCH -

. 0Cty 1¢0C “BRW ¥C -

A T€66€S2A\EC €O0\VLYA\T\WIHOASW\ D :

L lg

it

0000C

00001

00009

00008

00000}

00002t

0000V

00009}

souepunqy

oT3TL
pPoyISK

OSTIN
osTdweg
up bowv

STTd ®e3ed

71410957728



Ret_Time : 0.926 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\03.2021\19\L348441R\SAMPL000010.D)
mAU 7 0.926
~ ]
0 100
0 ]
50
o+
0.5 1 1.5 min
//N DAD1 B, Sig=254,16 Ref=off (D:\DATA\03.2021\19\L348441R\SAMPL000010.D)
[¢) mAU B ‘,—J\_—/_///
B 5
NG~ 50
-100 ‘
Mol Wt 282.29 y 4 " —
Exact Mass 282 11 MSD1 TIC, MS File (D:\DATA\03.2021\19\L348441R\SAMPL000010.D) ES-API, Scan, Frag: 100, "POS"
# Time Area% 150000 -] 0.945
1 0.926 100.00 100000 5
50000
0 7: T T T T T T T T T 7‘ T T T T T T T T T
0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATA\03.2021\19\L.348441R\SAMPL000010.D) ES-API, Scan, Frag: 100, "NEG"
0.945
20000
15000
10000
5000
0 T T T T ‘ T T ‘ ‘ T
0.5 1 1.5 min
ADC1 A, ADC1 (D:\DATA\03.2021\19\L348441R\SAMPL000010.D)
mV
29.5
29
285
28
: : : : ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘
0.5 1 1.5 min|
*MSD1 SPC, time=0.946 of D:\DATA\03.2021\19\L348441R\SAMPL000010.D ES-API, Scan, Frag: 100, "POS"
g 283.2
50
RT 0.945 E 284.2
0L — \ 1 \ \ \ ‘
100 200 300 400 500 m/z
*MSD2 SPC, time=0.942 of D:\DATA\03.2021\19\L348441R\SAMPL000010.D ES-API, Scan, Frag: 100, "NEG"
g 281.0
RT 0.945 50
0- I \ \ \ ‘
200 300 400 500 m/z
Inj.Date 3/19/2021 CH P2-B-02 - 4 - Acg. Method C:\CHEM32\-> ->

Z71410957725_



Ret Time: 1.542 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\0721\L269011D\SAMPL000034.D)
mAU ] 1.542
o 300 7
200
100
X 0 i I I I T T
o 0.5 1 1.5 min|
o/ DAD1 B, Sig=254,16 Ref=off (D:\DATA\0721\L269011D\SAMPL000034.D)
Vi mAU 3
° E
503
0
-50 4
-100
Mol Wt 312.38 J 4 p —
FExact Mass 312.12 MSD1 TIC, MS File (D:\DATA\0721\L.269011D\SAMPL000034.D) ES-API, Scan, Frag: 100, "POS"
# Time Area% E 1.555
_________________ 600000
1 1.542 100.00 400000~
200000
I I I T
R 1 1.5 min|
MSD2 TIC, MS File (D:\DATA\0721\L269011D\SAMPL000034.D) ES-API, Scan, Frag: 100, "NEG"
1.557
100000
75000
50000
25000 -
0 T T T T T T T T T T T T T T T
0.5 1 1.5 min|
ADC1 A, ELSD (D:\DATA\0721\L269011D\SAMPL000034.D)
mV ]
60
40
20 - -
‘ ‘ ‘ ‘ ‘ ‘ ‘ : : : : : : : , : : : :
0.5 1 1.5 min|
*MSD1 SPC, time=1.557 of DADATA\0721\L.269011D\SAMPL000034.D ES-API, Scan, Frag: 100, "POS"
E 157.2
50 ] 330.2
RT 1.555 ] 167.2 ‘;31.2
0- “ ‘H‘ [ ‘, [ L‘ .hh‘. b ‘ ‘ ‘
100 200 300 400 500 m/2
*MSD2 SPC, time=1.553 of D:\DATA\0721\L.269011D\SAMPL000034.D ES-API, Scan, Frag: 100, "NEG"
B 367.2 457 4
] 485.2
RT 1.557 507 1512 221.0 ; % 41‘7.2 4‘ % . 535.4
ol mo sz e e TS 402 L0 A0, 8128 5732
el vt e b g e 0 e b o a0t Tt s st o, e
100 200 300 400 500 m/3
Inj.Date 7/20/2020 OA -5- Acqg. Method C:\CHEM32\-> ->

71218045697 _



MaxPeak: 97.18% $
Ret Time: 1.417 min DADT A, Sig=215,16 Ref=off (D\DATA\06.2021\05\_376732R\004-D6B-A3-
mAU 3
100 3
[oR o B
NP 50
Cl ] T T T T
0 0.5 1 15 min
. . DAD1 B, Sig=254,16 Ref=off (D\DATA\06.2021\05\376732R\004-D6B-A3-V49875831.D)
.
= mAUE
NG 407
N 207
0
207
Mol Wt 371.57 o o5 ] s -
Exact Mass 371.93 MSD1 TIC, MS File (D\DATA\06.2021\05\376732R\004-D6B-A3-V498758$1.D) ES-API, Scan, Frag: 100, "PO!
# Time  Area% 50000 1.422
_________________ 40000
1 1.417 97.18 30000
2 1.463 2.82 20000
10000
0 I I T I T
0 0.5 1 15 min
MSD2 TIC, MS File (D:\DATA\06.2021\05\L.376732R\004-D6B-A3-V498758$1.D) ES-API, Scan, Frag: 100, "NE
12500 3 1.41969
10000 3
7500 .
5000 3
2500 3 M
7 T T T T ‘ T T T T ‘ T T T T ‘ T T T T
0 0.5 1 1.5 min|
ELS1 A, ELSTA, ELSD Signal (D:\DATA\06.2021\05\L376732R\004-D6B-A3-V498758$I.D)
LSU 4
10.05
10
9.95
T T T T T ‘ T T T T ‘ T T T T ‘ T T T T
0 0.5 1 1.5 min|
*MSD1 SPC, time=1.422 of D:\DATA\06.2021\05\L376732R\004-D6B-A3-V498758$1.D ES-API, Scan, Frag: 100, "POS"
] 170.0 371.0
RT 1.422 50
o] 10201292 | 1742 2140 2522 | 3936
- “‘““‘ I N I —— o T T e H “““‘ T — - T
100 200 300 400 500 m/7
*MSD2 SPC, time=1.418 of D:\DATA\06.2021\05\L.376732R\004-D6B-A3-V498758$1.D ES-API, Scan, Frag: 100, "NEG"
= 201.8
RT 1.419 10 59
0] | 122.0 177 | 2432 2930  330.033803848 4166 4610 | 5184 568.2 |
100 200 300 400 500 m/2
*MSD2 SPC, time=1.468 of D:\DATA\06.2021\05\L.376732R\004-D6B-A3-V498758%1.0 ES-API, Scan, Frag: 100, "NEG"
] 350.8
20
RT 1.469 104
ol %0 1646 2018 2318 2728 3032 3326 | 3750 41144392 & 4886 5484 59
S i G R | et 0 i B A T
100 200 300 400 500 m/4
Inj.Date 6/5/2021 CH <invalid> -17- Acqg. Method C:\Chem32\-> ->

74767502618 _



Maxpeak: 100 * OO% H|HH|‘ 'H| HHIHHI H”IH“
Ret Time: 1.213 min DAD1 A, Sig=215,16 Ref=off (D:WORK\D\11\11_15\L439392R\010-D5F-A9-R2794156.D)
mAU
. 200
Z 150
| 100
NS 50
| o~ -—_—
0 0o 0.5 1 1.5 min|
DAD1 B, Sig=254,16 Ref=off (D:\WORK\D\11\11_15\L439392R\010-D5F-A9-R2794156.D)
mAU
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MaxPeak: 100.00%
Ret Time: 1.035 min Q227942$1
o DAD1 A, Sig=215,10 Ref=off (D:\DATE\0416\L240757D\SAMPL018.D)
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Ret_Time : 1.375 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\11\L356207D\013-D6F-B8-U9!
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MaxPeak: 100.00%
Ret Time: 1.494 min

U920103%6
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MaxPeak: 100.00%
Ret_Time: 1.415 min U9201 00$5
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