LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081123\
Data File : VX036950.D

Acqg On : 11 Aug 2023 18:51

Operator : JC/MD

Sample : 03972-03

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 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\82X072123W.M

Title : SW846 8260

Signal : TIC: VX@36950.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.763 586 603 618 rBv2 7537 34566  2.32% 0.222%
2 5.391 694 706 720 rBV 63903 187773 12.59% 1.205%
3 5.544 720 731 747 rVB 109102 306504 20.55%  1.968%
4 5.952 787 798 816 rBV 69806 189299 12.69% 1.215%
5 6.757 921 930 945 rBV 178718 423575 28.39% 2.719%
6 8.647 1233 1240 1249 rBV 382253 580614 38.92% 3.727%
7 10.055 1465 1471 1485 rVB 396599 540389 36.22%  3.469%
8 10.299 1503 1511 1517 rBV 27275 41536 2.78% ©0.267%
9 10.860 1598 1603 1612 rBV7 7811 17316 1.16% 0.111%
10 10.945 1612 1617 1622 rVB 30851 43813 2.94% 0.281%
11 11.085 1634 1640 1650 rBV 331533 450568 30.20% 2.893%
12 11.378 1685 1688 1694 rBV2 10459 19601 1.31% 0.126%
13 11.482 1701 1705 1718 rVB3 36150 60538 4.06% 0.389%
14 11.616 1721 1727 1733 rVB6 6963 15057 1.01% 0.097%
15 11.750 1746 1749 1752 rBV2 24096 36513 2.45% 0.234%
16 11.841 1759 1764 1767 rBV3 8071 15243 1.02% 0.098%
17 11.939 1776 1780 1782 rBV2 16810 24520 1.64% 0.157%
18 11.969 1782 1785 1789 rVB2 48783 60354 4.05% 0.387%
19 12.024 1789 1794 1799 rBV 464160 590330 39.57% 3.790%
20 12.262 1826 1833 1837 rBV3 14369 38837 2.60% 0.249%
21 12.311 1837 1841 1848 rVV6 36414 75154 5.04% 0.482%
22 12.421 1855 1859 1864 rBV 133781 166059 11.13% 1.066%
23 12.463 1864 1866 1872 rVB5 24097 36974 2.48% 0.237%
24 12.555 1872 1881 1883 rBV6 26170 57480 3.85% 0.369%
25 12.732 1905 1910 1913 rBV5 14958 24379 1.63% 0.157%
26 12.817 1919 1924 1931 rVB2 86474 125930 8.44% 0.808%
27 12.890 1932 1936 1937 rBV 26439 34100 2.29% 0.219%
28 12.920 1938 1941 1945 rVWV 63519 90214 6.05% ©.579%
29 12.981 1945 1951 1956 rVvv4 64911 127504 8.55% 0.819%
30 13.042 1956 1961 1964 rVB5 35264 59975 4.02%  0.385%
31 13.158 1977 1980 1986 rBv4 25386 36974 2.48% 0.237%
32 13.213 1986 1989 1990 rBv2 18772 20181 1.35% 0.130%
33 13.292 1995 2002 2008 rVB6 115076 217515 14.58% 1.396%
34 13.347 2008 2011 2013 rBV3 14531 18358 1.23% 0.118%
35 13.414 2016 2022 2025 rBV7 115941 246374 16.52%  1.582%

36 13.518 2034 2039 2042 rBvV4 62437 112640 7.55%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081123\
Data File : VX036950.D

Acqg On : 11 Aug 2023 18:51

Operator : JC/MD

Sample : 03972-03

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 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\82X072123W.M
Title : SW846 8260
37 13.555 2043 2045 2047 rBV 19308 17658 1.18% 0.113%
38 13.591 2047 2051 2054 rBV4 76591 128868 8.64% 0.827%
39 13.676 2062 2065 2067 rBv4 53840 69874 4.68% 0.449%
40 13.737 2072 2075 2077 rBV2 43319 60625 4.06% 0.389%
41 13.768 2077 2080 2082 rVV 68382 76582 5.13% 0.492%
42 13.798 2082 2085 2089 rVB3 164665 187834 12.59% 1.206%
43 13.841 2089 2092 2095 rBV2 121011 162513 10.89% 1.043%
44 13.908 2100 2103 2109 rVB8 84894 161910 10.85% 1.039%
45 13.993 2114 2117 2119 rBV5 59723 83693 5.61% ©.537%
46 14.067 2125 2129 2132 rBV3 143331 204869 13.73% 1.315%
47 14.170 2143 2146 2150 rVV3 93697 135388 9.08% 0.869%
48 14.219 2150 2154 2157 rVB4 123902 165572 11.10% 1.063%
49 14.621 2216 2220 2221 rBV2 200440 276500 18.53% 1.775%
50 14.670 2225 2228 2232 rBV3 209783 277186 18.58% 1.779%
51 14.749 2238 2241 2244 rBV2 338116 400804 26.87% 2.573%
52 14.847 2253 2257 2261 rBV3 248796 397540 26.65% 2.552%
53 14.963 2268 2276 2283 rBV3 490132 1125682 75.46% 7.227%
54 15.176 2307 2311 2314 rBV5 186429 302212 20.26%  1.940%
55 15.420 2346 2351 2356 rVB 1002177 1444054 96.80% 9.271%
56 15.481 2357 2361 2368 rBV2 281943 569265 38.16%  3.655%
57 15.615 2379 2383 2386 rBV 233665 349344 23.42%  2.243%
58 15.652 2386 2389 2390 rVV 170686 219494 14.71%  1.409%
59 15.682 2391 2394 2398 rVV3 368506 616293 41.31% 3.956%
60 15.743 2399 2404 2410 rVB2 898143 1491799 100.00% 9.577%
61 15.816 2411 2416 2419 rBV 178106 365468 24.50%  2.346%
62 15.865 2421 2424 2429 rVB2 285440 445297 29.85% 2.859%
63 15.981 2440 2443 2450 rVB3 179291 335398 22.48% 2.153%
64 16.554 2533 2537 2541 rVWW3 46270 73046  4.90%  0.469%
65 16.603 2542 2545 2556 rVB8 58085 134755 9.03% 0.865%

66 16.706 2557 2562 2569 rVB2 86983 170581 11.43% 1.095%

Sum of corrected areas: 15576861
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081123\
Data File : VX036950.D

Acqg On : 11 Aug 2023 18:51

Operator : JC/MD

Sample : 03972-03

Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M
Quant Title : SW846 8260

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

Abundance TIC: VX036950.D\data.ms
1400000

1200000
1000000
800000
600000
400000

200000 544
5.39?.' 5.952
4.763

LML L O e I I O B O
0 I T [ I I T T I I T I T I I I I T I I I I f I I T I

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20

Abundance TIC: VX036950.D\data.ms
1400000

1200000
1000000
800000
600000
10.055

400000 8.647 11.085

200000 6.757

0 109684
L A A T T T T T ‘ ‘ T ——
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX036950.D\data.ms
1400000 15.420

10.299 115948
—h —=4

1200000 15.743

1000000

800000

600000
12.024

400000 14054789

13.
200000 12.421 12. 3

. e 13233246552.7
T T T T ‘ T T T T ‘ T
Time--> 12.00 12.50

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081123\
Data File : VX036950.D

Acqg On : 11 Aug 2023 18:51

Operator : JC/MD

Sample : 03972-03

Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 Bicyclo[2.2.1]heptane, 1,3,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.749  33.95 ug/l 400804 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 55
2 3-Heptyne, 5-methyl- 110 C8H14 061228-09-9 43
3 Cyclopentene, 1,3-dimethyl-2-(1-... 138 C10H18 061142-32-3 38
4 2-Ethylcyclohexanol, heptafluoro... 324 C12H15F702 959079-92-6 38
5 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 38

Abundance Scan 2241 (14.749 min): VX036950.D\data.ms (-2238) (- m/z 81.10 100.00%

81.1
179.2
5000 55.1 109.1

—— —
1471 14.50 15.00
‘H‘ﬂm‘L”J ol L 206.2

bS5 m/z 179.20 66.23%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19520: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl-
81.0
123.0
41.0

o

5000 S -
14,50 15.00
M m/z 55.10 51.16%
O‘\\\\“\\\‘\‘\H‘\\‘\\‘\‘!‘\\“\\‘\\\\"\\\\’\\\\‘\\\\‘\\\\
miz> 20 40 60 80 100 120 140 160 180 200
Abundance
81.0
— —
14,50 15.00
5000 110.0 m/z 109.10  50.93%

41.0
o e S
miz-> 20 40 60 80 100 120 140 160 180 200

Abundance #19540: Cyclopentene, 1,3-dimethyl-2-(1-methylethyl)-
0

— —
14.50 15.00

81.0 m/z 123.10  50.55%

5000
41.0
I

L “‘ Il 2020 |

‘ 7
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081123\
Data File : VX036950.D

Acqg On : 11 Aug 2023 18:51

Operator : JC/MD

Sample : 03972-03

Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 unknownl4.847 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.847 33.67 ug/l 397540 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 35
2 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-97-1 25
3 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 15
4 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-95-9 15
5 1,4-Bis[.alpha.-methoxyethyl]ben... 194 C12H1802 129770-42-9 14
Abundance Scan 2257 (14.847 min): VX036950.D\data.ms (-2253) (- m/z 179.20 100.00%
109.1 179.2
55.1
5000 81.1
W 1o
147.2 : :
o“w‘u‘wu‘“MJ““u$kmuu‘w‘u‘_“u‘u??§9w“ m/z 109.10  87.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0
69.0
5000 — ——
14.50 15.00
m/z 55.10 62.65%
138 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0
97.0
— —
14.50 15.00
5000 m/z 97.10 60.38%
194.0
0 123.0 166.0
A I AARAREaRESE T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69423: Cyclohexane, 1-(cyclohexylmethyl)-3-methyl-, Ci — ——
55.0 97.0 14.50 15.00
m/z 95.10 50.61%
194.0
S X S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081123\
Data File : VX036950.D

Acqg On : 11 Aug 2023 18:51

Operator : JC/MD

Sample : 03972-03

Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.963 95.34 ug/l 1125680 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 96
2 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 25
3 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 000554-59-6 25
4 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 000473-19-8 25
5 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 18
Abundance Scan 2276 (14.963 min): VX036950.D\data.ms (-2268) (- m/z 193.20 100.00%
95.1 198.2
55.1
5000
37.2
=
LA '
— H“H‘,HU“ 222 281 nm/z 95.10  86.28%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 T
15.00
m/z 55.10 69.83%
O\H‘HH‘\H\’\‘U‘H"}H‘!‘\‘\“H‘!H\E?ER\\\‘\H‘\’\!\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
43.0 109.0
——
15.00
5000 m/z 123.10 63.32%
79.0
138.0
O e bbb B W e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19521: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl- ——
95.0 15.00
m/z 69.10 60.79%
5000/ 41.0
138.0
oW‘JHM:‘,‘”‘n‘;m‘l_m‘w“wwww,mwwwww —
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081123\
Data File : VX036950.D

Acqg On : 11 Aug 2023 18:51

Operator : JC/MD

Sample : 03972-03

Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 4 unknownl5.420 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.420 122.31 ug/1 14440506 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 74
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 47
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
4 Iminostilbene 193 C14H11N 000256-96-2 32
5 1H-Pyrazole, 3,5-bis(1,1-dimethy... 208 C13H24N2 125281-21-2 27
Abundance Scan 2351 (15.420 min): VX036950.D\data.ms (-2346) (- m/z 193.20 100.00%
198.2
69.1
5000 123.1
=
s | ' o
Y ‘l‘u‘“m A ezt | 2243 2811 /o 69.10  53.59%
m/z--> 20 40 60 80 100120140 160 180200220240260280
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 T
15.50
m/z 123.10  45.76%
O' H‘!‘H“H‘!\HE‘\S\E‘O\H\’H ‘\‘\!H‘HH‘H\\‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
193.0
69.0 1530 e
15.50
5000 m/z 83.10 42.63%
29.0
0 152.0
T T T T S e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone ——
193.0 15.50
m/z 109.10 40.05%
123.0
5000
042'0,75'°L64-0, S
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe81123\

: VX@36950.D
: 11 Aug 2023 18:51

JC/MD

: 03972-03
: 1.00g/10mL/100uL/5.00mL/MSVOA_X/MEOH
: 24 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M

. SW846 8260

: C:\Database\NIST20.L
tion 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 5 Naphthalene, 2,7-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.481 48.22 ug/l 569265 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 2361 (15.481 min): VX036950.D\data.ms (-2357) (- m/z 156.10 100.00%
156.1
A
55.1 83.1 15.50
0! m/z 141.05 72.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000 T
15.50
m/z 155.10 34.66%
77.0 128.0
41.0 , 1020 | )]
O \\\‘\‘\\\“‘\\‘\‘\‘H}\“\“\\\\‘\\\\‘\‘\‘\\“‘\\‘\‘ ‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
156.0
‘Y—Y—Y—Y—'—Y—Y—Y—Yi
15.50
5000 m/z 157.10 15.73%
115.0
0 28.0 69.0
T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33138: Naphthalene, 1,5-dimethyl- —
156.0 15.50
m/z 128.05 14.97%
5000
115.0
B i 1 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081123\
Data File : VX036950.D

Acqg On : 11 Aug 2023 18:51

Operator : JC/MD

Sample : 03972-03

Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 6 Naphthalene, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.615 29.59 ug/1 349344  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95

Abundance Scan 2383 (15.615 min): VX036950.D\data.ms (-2379) (- m/z 156.10 100.00%
156.1
5000
115.0
76.0 ‘ 15.50 16.00
ol 384 il L ‘HM\ 891 2810 n/7 141.05  87.29%
miz--> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 A L
15.50 16.00
m/z 155.10 28.11%
76.0 ‘
0 \‘\ghloi“\“””h‘\ b J‘-‘lwo‘.(\)““\ ‘\‘ “M\ L e s B e
miz--> 50 100 150 200 250
Abundance
156.0
= 4
15.50 16.00
5000 ITI/Z 115.00 20.74%
77.0 115.0
39.0
—— — — —
miz-> 50 100 150 200 250
Abundance #33158: Naphthalene, 1,3-dimethyl- —— ——
156.0 15.50 16.00
m/z 128.00 16.02%
5000
39.0 76.0 115.0
o S O Y Y ‘\‘_\\“ | ‘m‘ SN - -
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081123\
Data File : VX036950.D

Acqg On : 11 Aug 2023 18:51

Operator : JC/MD

Sample : 03972-03

Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 2,6-Heptadienal, 2,4-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.682  52.20 ug/l 616293 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 50
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
3 Benzamide, 4-fluoro-N-methallyl- 193 C11H12FNO 1000340-31-9 30
4 1-Cyclohexanol, 2-(3-methyl-1,3-... 208 C14H240 1000196-01-6 27

5 1H-Pyrazole, 1-methyl-4-(4,4,5,5... 208 C1OH17BN202 1000319-69-0 22

Abundance Scan 2394 (15.682 min): VX036950.D\data.ms (-2391) (- m/z 109.10 100.00%
2

69.1 109.1 193.
5000

—
39ﬁ“‘ 511 15.50 16.00
\

22. :
I 223 8L 7 193.20  92.48%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0

5000 _
15.50 16.00
9.0 m/z 69.18  87.52%

“ \‘\ ‘H‘\u H\‘

| P3&0
O \H‘\‘\‘HH\‘\‘\"HH’\H“\“\HiH\\“H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
193.0
69.0 123.0

T
15.50 16.00

5000 m/z 95.10 86.97%
29.0
0 152.0
T T T T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67696: Benzamide, 4-fluoro-N-methallyl- — —
123.0 15.50 16.00

m/z 97.10  75.15%

5000
193.0
39.0 750 ‘ 1520 | |

O e iR e R e e pre e — -
miz--> 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\VX081123\
Data File : VX036950.D

Acqg On : 11 Aug 2023 18:51

Operator : JC/MD

Sample : 03972-03

Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 8 unknownl5.743 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.743 126.35 ug/1 1491800 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 87
2 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 27
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 27
4 2-Phenylindolizine 193 C14H11N 025379-20-8 27
5 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 14

Abundance Scan 2404 (15.743 min): VX036950.D\data.ms (-2399) (- m/z 193.20 100.00%
2

198.
69.1
109.1
5000

VAN
3911 152.2 15.50 16.00
ol 2323 2810 /7 69.10 64.77%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0

5000 69.0 T
15.50 16.00
m/z 109.10  56.05%

0 ‘“!\““L‘\‘!““\1‘5‘%.\9”“!”‘w!”\HH\HHWHW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
193.0
42.0

T
15.50 16.00

m/z 97.10 54.91%
5000 83.0
124.0 158.0
O et T T e T T T T T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone T 7
198.0 15.50 16.00

m/z 41.10 53.22%

123.0
5000
42.0 . ‘ L

O bt reriprere e A e e —
miz--> 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\VXe81123\
Data File : VX@36950.D

Acqg On : 11 Aug 2023 18:51

Operator : JC/MD

Sample : 03972-03

Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M
. 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 9 unknownl5.816 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.816  30.95 ug/l 365468 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-(2,2,6-Trimethylcyclohexyl)hex... 268 C17H3202

-Fluorobenzoic acid, 8-chlorooc... 286 C15H20C1F02

-Fluorobenzoic acid, tridecyl e... 322 C20H31F02

11
2 4
3 4-Fluorobenzoic acid, cyclohexyl... 222 C13H15F02
4 2
52

-Cyclopenten-1-one, 2,3,4,5-tet... 138 C9H140

1000498-96-1 35
1000355-67-9 35
090172-17-1 35
1000279-04-1 35
054458-61-6 27

Abundance Scan 2416 (15.816 min): VX036950.D\data.ms (-2411) (- m/z 123.10 100.00%
123.1
156.1
5000 55.1
208.3
P Fr
1% ‘ 15.50 16.00
0 ““JN““MM“MVMHWWW“W““N“W““‘ N m/z 141.05 70.43%
miz--> 50 100 150 200 250
Abundance #158458: 1-(2,2,6-Trimethylcyclohexyl)hexan-3-yl acetate
43.0 123.0
82.0
5000 1930 = i
15.50 16.00
m/z 156.10 65.31%
oL ‘\\‘ Ul ‘wﬂ‘\‘ \!\u‘ L ‘F‘s‘\p‘q‘ ‘ “‘ “22‘5‘-0‘ —
m/z--> 50 100 150 200 250
Abundance
123.0
= i
15.50 16.00
5000 m/z 109.10 54.47%
55.0
0 91.0 153.0 286.(
B B e e e
miz--> 50 100 150 200 250
Abundance #101372: 4-Fluorobenzoic acid, cyclohexyl ester — —
123.0 15.50 16.00
m/z 95.10 49.487%
5000
82.0
41.0 ‘
ol gl bl dy g 2220 S
miz--> 50 100 150 200 250 15.50 16.00

82X072123W.M Mon Aug 14 ©8:28:23 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081123\
Data File : VX036950.D

Acqg On : 11 Aug 2023 18:51

Operator : JC/MD

Sample : 03972-03

Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 10 Cyclohexene, 1,5,5-trimethy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.865 37.72 ug/1 445297  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1,5,5-trimethyl-6-a... 180 C12H200 211563-96-1 59
2 Imidazolidin-2-one, 1-(2-fluorob... 208 C1@H9FN202 1010310-62-2 58
3 Benzamide, 4-fluoro-N-methallyl- 193 C11H12FNO 1000340-31-9 53
4 3-Fluorobenzoic acid, 2-ethylcyc... 250 C15H19F02 1000279-04-9 47

5 Benzoic acid, 4-fluoro-, N'-[(5,... 248 C13H13FN202 1000350-57-6 47

Abundance Scan 2424 (15.865 min): VX036950.D\data.ms (-2421) (-] ' m/z 123.10 100.00%

128.1
5000 95.1
55.1 193.2
— =
‘ ‘ 170.1 15.50 16.00
0 il AT 4 #1820 hyz 95.10  46.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54906: Cyclohexene, 1,5,5-trimethyl-6-acetylmethyl-

123.0
43.0
5000 — —
95.0 15.50 16.00
670 | 165.0 m/z 193.20  34.29%
0 RRRR \H‘\“‘{ \““!‘\ \‘\h‘ T “\“\ T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
123.0
- —
15.50 16.00
m/z 55.10 32.68%
5000 95.0
180.0 208.0
42.0 :
0 69.0 152.0
e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67696: Benzamide, 4-fluoro-N-methallyl- — —
1238.0 15.50 16.00
m/z 81.10 30.92%
5000
95.0 193.0
ol..39.0 70.0 ‘ | 1520 |
e e e e e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081123\
Data File : VX036950.D

Acqg On : 11 Aug 2023 18:51

Operator : JC/MD

Sample : 03972-03

Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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|
Bicyclo[2.2.1]h... 14.749 34.0 ug/l 400804 4 12.024 590330 50.0
unknown14.847 14.847 33.7 ug/l 397540 4 12.024 590330 50.0
Decahydro-1,1,4... 14.963 95.3 ug/l 1125680 4 12.024 590330 50.0
unknown15.420 15.420 122.3 ug/l 1444050 4 12.024 590330 50.0
Naphthalene, 2,... 15.481 48.2 ug/l 569265 4 12.024 590330 50.0
Naphthalene, 2,... 15.615 29.6 ug/l 349344 4 12.024 590330 50.0
2,6-Heptadienal... 15.682 52.2 ug/l 616293 4 12.024 590330 50.0
unknown15.743 15.743 126.3 ug/l 1491800 4 12.024 590330 50.0
unknown15.816 15.816 30.9 ug/l 365468 4 12.024 590330 50.0
Cyclohexene, 1,... 15.865 37.7 ug/l 445297 4 12.024 590330 50.0
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