LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX038458.D

Acqg On : 24 Oct 2023 16:18

Operator : JC/MD

Sample : 05022-01

Misc : 1.13g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X100523W.M

Title : SW846 8260

Signal : TIC: VX@38458.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.569 68 79 80 rBv4 13744 35719 3.78% 0.601%
2 5.391 695 706 721 rBV 94485 275340 29.11% 4.629%
3 5.544 721 731 748 rVB 159084 457432 48.37% 7.690%
4 5.958 788 799 812 rBV 104533 278055 29.40% 4.675%
5 6.757 919 930 943 rBV 252821 616039 65.14% 10.357%

6 8.647 1233 1240 1256 rBV 544056 861566 91.10% 14.484%
7 10.055 1465 1471 1489 rBV 556537 810913 85.75% 13.633%
8 11.085 1634 1640 1652 rBV 504193 662783 70.08% 11.143%
9 12.024 1789 1794 1804 rBV 767283 945708 100.00% 15.899%

10 12.262 1825 1833 1837 rBV6 3268 10580 1.12% 0.178%
11 13.292 1999 2002 2008 rVB6 7609 11896 1.26% ©.200%
12 13.414 2014 2022 2025 rBV6 8575 20270 2.14% 0.341%
13 13.591 2047 2051 2055 rBV3 9656 13906 1.47% 0.234%
14 13.798 2082 2085 2089 rVB5 11383 14638 1.55% ©.246%
15 13.841 2089 2092 2095 rBV4 8415 11848 1.25% ©.199%
16 13.920 2100 2105 2109 rVB6 7934 17704 1.87% 0.298%
17 14.067 2126 2129 2132 rVB4 7551 9856 1.04% ©.166%
18 14.170 2142 2146 2150 rBV5 14719 18391 1.94% ©.309%
19 14.225 2151 2155 2157 rBV5 12362 17023 1.80% 0.286%
20 14.256 2157 2160 2164 rVV3 15243 20778 2.20% 0.349%
21 14.439 2187 2190 2195 rVB3 15244 19217 2.03% ©0.323%
22 14.579 2210 2213 2216 rVB5 9261 11465 1.21% 0.193%
23 14.615 2216 2219 2222 rBv4 13811 22797 2.41% 0.383%
24 14.749 2238 2241 2244 rBv4 28290 36117 3.82% ©0.607%
25 14.792 2245 2248 2253 rVVe 18811 26985 2.85% ©.454%
26 14.847 2253 2257 2267 rVB9 21724 57329 6.06% 0.964%
27 14.963 2273 2276 2284 rVB2 32459 46535 4.92% ©.782%
28 15.414 2346 2350 2355 rVB 103456 147272 15.57% 2.476%
29 15.682 2390 2394 2398 rBV5 38823 69555 7.35% 1.169%
3.

30 15.743 2400 2404 2409 rVB 115826 179070 18.94%

31 15.865 2420 2424 2431 rBV5 39574 80782 8.54%
32 16.706 2557 2562 2567 rVB2 72573 140637 14.87% 2.364%
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Sum of corrected areas: 5948206
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 05022-01
: 1.13g/1emL/100uL/5.00emL/MSVOA_X/MEOH
12

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\

: VX@38458.D
: 24 Oct 2023 16:18

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX038458.D

Acqg On : 24 Oct 2023 16:18

Operator : JC/MD

Sample : 05022-01

Misc : 1.13g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 unknownl5.414 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.414 7.79 ug/l 147272  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 45
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
3 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 38
4 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 25
5 2-Anthracenamine 193 C14H11N 000613-13-8 22
Abundance Scan 2350 (15.414 min): VX038458.D\data.ms (-2346) (- m/z 193.30 100.00%
1938.3
69.1
5000 123.2
T
22 | - o
WW‘HH Al L 22 L2810 . go.18 63.67%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
69.0 193.0
) 123.0
5000 T
15.50
29.0 ‘ m/z 41.10 47 .88%
\H‘\‘\‘\\‘i“\HH’\”‘}”\\M’h\‘\‘!“‘\‘\HH“H\ib‘-\s\\z\.‘(\)\\\’\\\‘\’\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
P
123.0 15.50
5000 m/z 83.10 47 .71%
20 TR0 A8 | WWJLW\M
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene P
193.0 15.50
m/z 123.15 46.13%
123.0
5000 69.0
R X i
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX038458.D

Acqg On : 24 Oct 2023 16:18

Operator : JC/MD

Sample : 05022-01

Misc : 1.13g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknownl5.743 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.743 9.47 ug/l 179070 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Anthracenamine 193 C14H11N 000613-13-8 27
2 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 20
3 Butan-2-one, 1-[3-(3,3-dimethyl-... 278 C16H26N202 1000303-34-2 14
4 [1,1'-Biphenyl]-4-acetonitrile 193 C14H11N 031603-77-7 14
5 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 11

Abundance Scan 2404 (15.743 min): VX038458.D\data.ms (-2400) (- m/z 193.30 100.00%
3

198.
69.1
09.1
5000

A
391 152.3 15.50 16.00
m/z 69.10 62.60%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #68073: 2-Anthracenamine
193.0

5000

m/z 95.10 60.64%

97.0 163.0
\\\‘\H\‘\\\6\‘3‘\.\(‘\)\’”}‘\\}“H\]‘\_‘2\6\\.9’\\\\““\.\}’\\”\‘H\\‘\H\’\\H‘H\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0

——
15.50 16.00
5000 m/z 109.10  52.98%

9.0
L o
M“UH{‘H“u““‘!‘u‘,“l“‘ ‘“H‘q‘H“,"H‘H",HH‘mwuu,uu‘mwu
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #170954: Butan-2-one, 1-[3-(3,3-dimethyl-2-oxo-butylide
193.0

T
15.50 16.00
m/z 41.10 50.18%

5000 137.0
57.0

T T
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX038458.D

Acqg On : 24 Oct 2023 16:18

Operator : JC/MD

Sample : 05022-01

Misc : 1.13g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 4-(3-Hydroxy-2,6,6-trimethy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.706 7.44 ug/1 140637 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(3-Hydroxy-2,6,6-trimethylcycl... 222 C14H2202 097306-57-5 59
2 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 50
3 4-Fluorobenzoic acid, 2,2,2-trif... 222 C9H6F402 1000325-53-2 47
4 .beta.-Chloro-para-fluoropropiop... 186 C9H8C1FO 000347-93-3 43
5 4(1H)-Pyrimidinone, 6-(1-methyle... 180 C9H12N202 1000503-76-7 43
Abundance Scan 2562 (16.706 min): VX038458.D\data.ms (-2557) (- m/z 123.20 100.00%
128.2
5000
55.1
95.1 207.3

‘ | 1512179 ‘ ‘ 16.40 16.60
"““H“‘H‘ \!”\\Hu‘w‘wh\\h \HHMHH\HH\HH\\\‘\\\\2\:\3‘6\\4\.\\\\%‘8\]\-\1 m/Z 55.10 33.93%

m/z--> 20 40 60 80 100 120140160180200220240260280
Abundance #101759: 4-(3-Hydroxy-2,6,6-trimethylcyclohex-1-enyl)pe

43.0 123.0
5000 1640 1660
151.0 : : .
207.0 m/z 69.10 33.34%
‘ 91.0 ‘
T ’ \‘\H\ \‘ }‘\ \“\“‘ \H\“\‘\HM\‘\‘\H“ M‘\‘\“}H‘ \H \ T “H}“\ \ \“ \ﬁ T ‘ !‘} TT ‘ \ TTT ‘ TTTT ‘ TTTT ‘ TT
m/z--> 20 40 60 80 100 120140160180200220240260280
Abundance #101544: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-on
1238.0
e
43.0 16.40 16.60
5000 179.0 m/z 41.10 30.83%
222.0
95.0

‘ IR u‘\ 1 ‘\ ‘ \\Q‘ |

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #102502: 4-Fluorobenzoic acid, 2,2,2-trifluoroethyl ester T
123.0 16.40 16.60

m/z 109.10  30.37%

5000 222.0
95.0

m/z--> 20 40 60 80 100120140160180200220240260280 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX@38458.D

Acqg On : 24 Oct 2023 16:18

Operator : JC/MD

Sample : 05022-01

Misc : 1.13g/10mL/100uL/5.00emL/MSVOA_X/MEOH

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknownl15.414 15.414 7.8 ug/l 147272 4 12.024 945708 50.0
unknown15.743 15.743 9.5 ug/l 179070 4 12.024 945708 50.0
4-(3-Hydroxy-2,... 16.706 7.4 ug/l 140637 4 12.024 945708 50.0
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