LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37053.D

Acqg On : 17 Aug 2023 10:47

Operator : JC/MD

Sample : 03958-07

Misc : 7.94g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-210-12

ALS Vvial : 56 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@37053.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 6.031 804 811 825 rVB 222488 585190 1.44% 0.305%
2 6.757 920 930 944 rBV 217374 519433 1.28% 0.271%
3 8.647 1234 1240 1247 rVB 462939 708479 1.75% 0.369%
4 10.055 1467 1471 1476 rVB 506998 648859 1.60% 0.338%
5 10.195 1488 1494 1500 rBV 2506968 3257683 8.03% 1.697%
6 10.299 1503 1511 1517 rVB 835575 1184354 2.92% 0.617%
7 10.640 1562 1567 1577 rBV 610872 807370 1.99% 0.421%
8 10.963 1614 1620 1624 rBV 416034 556833 1.37% 0.290%
9 11.085 1634 1640 1650 rVB2 550492 924056 2.28% 0.481%
10 11.396 1684 1691 1695 rBV 843729 1670603 4.12% 0.870%
11 11.451 1695 1700 1703 rBV 412994 495526  1.22% ©.258%
12 11.616 1722 1727 1734 rVB 798617 1064245 2.62% 0.554%
13 11.750 1745 1749 1755 rVB 1894540 2399051 5.91% 1.250%
14 11.969 1783 1785 1789 rVV 360287 421018 1.04% 0.219%
15 12.024 1789 1794 1800 rVV2 693829 1245537 3.07% 0.649%

16 12.085 1800 1804 1809 rVV 830663 1219079 3.00% 0.635%
17 12.244 1825 1830 1837 rBV 12052588 15560036 38.34% 8.105%
18 12.317 1837 1842 1848 rBV2 1629882 2205351 5.43% 1.149%

19 12.555 1878 1881 1885 rVV 788317 949644  2.34%  0.495%
20 12.616 1886 1891 1894 rVV 1776184 2139084 5.27% 1.114%
21 12.701 1900 1905 1910 rBV 1516778 2244624  5.53% 1.169%
22 12.750 1910 1913 1917 rVV 325465 412611 1.02% 0.215%
23 12.920 1938 1941 1944 rVV 438414 537422 1.32% 0.280%
24 12.963 1944 1948 1954 rVV 976810 1427641 3.52% ©.744%
25 13.048 1954 1962 1967 rVV2 625747 1293626 3.19% ©.674%
26 13.097 1967 1970 1975 rVB 369739 479869 1.18% 0.250%
27 13.170 1977 1982 1986 rVV 3132831 3786974 9.33% 1.973%
28 13.292 1992 2002 2007 rBV2 1962698 3327919 8.20% 1.733%
29 13.341 2007 2010 2014 rVB 1227419 1365738 3.36% 0.711%
30 13.426 2019 2024 2029 rVB 4582302 5959504 14.68% 3.104%

31 13.548 2040 2044 2047 rBV 810869 1125681 2.77% ©.586%
32 13.676 2060 2065 2069 rBV3 772785 1070254 2.64% 0.557%
33 13.786 2076 2083 2088 rVV 24367187 40586688 100.00% 21.141%
34 13.872 2088 2097 2101 rVV 986251 1667864 4.11% ©0.869%
35 13.926 2101 2106 2111 rVB3 834356 1245600 3.07% 0.649%

36 14.073 2125 2136 2132 rBV3 519185 753657 1.86% ©.393%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37053.D

Acqg On : 17 Aug 2023 10:47

Operator : JC/MD

Sample : 03958-07

Misc : 7.94g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-210-12

ALS Vvial : 56 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 14.097 2132 2134 2137 rVW 652911 655429 1.61% 0.341%
38 14.128 2137 2139 2147 rVB3 432234 829289 2.04% 0.432%
39 14.219 2149 2154 2158 rBV2 1278782 2002182 4.93% 1.043%
40 14.317 2164 2170 2176 rBV 1168500 1976468 4.87% 1.030%
41 14.371 2176 2179 2182 rVV 406045 463491 1.14% 0.241%
42 14.408 2182 2185 2192 rVB3 281597 432078 1.06% 0.225%
43 14.524 2200 2204 2211 rVB3 472936 667135 1.64% 0.348%
44 14.597 2212 2216 2218 rVV 400994 520519 1.28% 0.271%

45 14.646 2218 2224 2233 rVB 19499567 28592494 70.45% 14.894%

46 14.725 2233 2237 2240 rBV 403149 496578  1.22% ©.259%
47 14.786 2240 2247 2255 rVV 13698894 18885522 46.53% 9.837%
48 15.207 2308 2316 2320 rBV 1308425 1822914 4.49% 0.950%

49 15.255 2320 2324 2331 rVB4 287150 567740 1.40%  0.296%
50 15.371 2333 2343 2347 rBV 4560736 6921537 17.05%  3.605%
51 15.408 2347 2349 2354 rVB2 641080 733910 1.81% ©0.382%
52 15.475 2354 2360 2365 rBV 3190122 4909776 12.10% 2.557%
53 15.615 2371 2383 2386 rBV 3391003 5504644 13.56% 2.867%
54 15.652 2386 2389 2395 rVB 1803061 2490577 6.14% 1.297%
55 15.835 2410 2419 2431 rVB2 766745 2335673 5.75% 1.217%
56 15.987 2438 2444 2452 rVB 482233 823233 2.03% 0.429%
57 16.085 2455 2460 2469 rVB2 245035 457103 1.13% 0.238%

58 16.322 2485 2499 2511 rBV2 1917689 4043453 9.96% 2.106%

Sum of corrected areas: 191978848
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: 03958-07
1 7.94g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-210-12
: 56 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe81623\

: VX@37053.D
: 17 Aug 2023 10:47

JC/MD

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

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2e+07

1.5e+07

1le+07

5000000

0
Time-->

TIC: VX037053.D\data.ms

6.031

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

2e+07

1.5e+07

1le+07

5000000

TIC: VX037053.D\data.ms

10.195

0
Time-->

6.757 8.647 10055 0299 10.640 1og&985 1%23@1
[

I I T
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10 00 10.50 11.00

Abundance

2e+07

1.5e+07

1le+07

5000000

Time-->

TIC: VX037053.D\data.ms
13.Y86

14.646

14.786
12.244

15.371
4m5615
15,20 16.322

11.750 317

616] 113 158
T T T T ‘ T T

Whomsgsres T
L L

T ‘ T ‘ T
12.00 12.50 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\VX081623\

Data File : VX@37053.D

Acqg On : 17 Aug 2023 10:47

Operator JC/MD

Sample : 03958-07 :
Misc 1 7.94g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-210-12

ALS Vvial : 56 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.244 624.63 ug/l 15560000 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 81
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 81
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64
Abundance Scan 1830 (12.244 min): VX037053.D\data.ms (-1825) (- m/z 117.10 100.00%
117.1
5000
91.1 —— \‘\NJ\\'
390 63.0 12.00 12.50
Ol bt bl Ll 18511841 7 118,10 61.84%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10179: Indane
117.0
5000 —r— —
12.00 12.50
39.0 580 91.0 m/z 115.05 37.43%
Lm‘
miz--> 20 60 100 120 140 160
Abundance #10188.Benzene,24nopenyh
117.0
12.00 12.50
m/z 91.10 20.26%
5000 91.0
39.0 65.0
H““M‘Jyww‘mw“ﬂ“M“k“ S
m/z--> 20 60 80 100 120 140 160
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0 12.00 12.50
m/z 119.05 12.32%
5000
91.0
39.0 58.0
L Y R Y
B e B BRI
m/z--> 20 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37053.D

Acqg On : 17 Aug 2023 10:47

Operator : JC/MD

Sample : 03958-07

Misc 1 7.94g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-210-12

ALS Vvial : 56 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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.170 152.02 ug/l 3786970 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 95
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90

Abundance Scan 1982 (13.170 min): VX037053.D\data.ms (-1977) (- m/z 117.05 100.00%
117.1

5000

-

91.1
13.00 13.50
390 65.0 “ ‘
oHw‘Hw“w“wm‘_“wm o 14811691 /7 132.05  39.36%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000

13.00 13.50
m/z 115.05 26.40%

390 g50 9L ‘
Hw‘\H‘\““Lw‘mw‘\_H‘_H\H_M_m_mw
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
A

13.00 13.50
5000 m/z 131.05 20.96%
91.0
““2‘7‘9‘\‘ ‘5‘%‘(‘)‘\‘\‘ ‘ ‘\‘ ‘ ‘\“ ST H‘ Al e /\M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- T c
117.0 13.00 13.50

m/z 91.10  13.34%

5000
39.0 650 1- ‘ ‘
| ‘ bl H Jull : —

m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37053.D

Acqg On : 17 Aug 2023 10:47

Operator : JC/MD

Sample : 03958-07

Misc 1 7.94g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-210-12

ALS Vvial : 56 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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.292 133.59 ug/l 3327920 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 94
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 92
3 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 78
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 78
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 60
Abundance Scan 2002 (13.292 min): VX037053.D\data.ms (-1992) (- m/z 117.10 100.00%
117.1
91.1 = o
39.1 650 13.00 13.50
Obr i oo i 119821682 919 10 76.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11v.0
5000
91.0 13.00 13.50
510 m/z 132.05 34.70%
270 7 ‘
\\\‘\\\\‘\\‘U\““U\\H\‘\\f\“w\\\‘\‘Uf\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16107: 1-Phenyl-1-butene
117.0
13.00 13.50
5000 m/z 115.05 31.00%
91.0
51.0
aedt T < N P O 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl-
117.0 13.00 13.50
m/z 134.05  29.95%
5000
91.0
390 66.0 ‘
150 Ll ABTO
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37053.D

Acqg On : 17 Aug 2023 10:47

Operator : JC/MD

Sample : 03958-07

Misc 1 7.94g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-210-12

ALS Vvial : 56 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 Benzene,l-methyl-1,2-propad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.427 239.23 ug/l1 5959500 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 95
2 Benzene,1l-methyl-1,2-propadienyl- 130 C1oH1e 022433-39-2 94
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 94
4 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0H10 015677-15-3 93
5 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 93
Abundance Scan 2024 (13.426 min): VX037053.D\data.ms (-2019) (| m/z 130.85 100.00%
130.1
5000
A A
300 , 831 102.1 13.50
Ol B3I |l 16221822 ;91519 95.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15022: 2-Methylindene
130.0
5000 T 7
13.50
m/z 129.05 80.04%
510 77.0
‘2\?.\0\“ T \“i T “M‘\ \H}“.‘ T \‘\]\-(T‘Z\.(\)\ 1 ‘ \‘ T ‘ L ‘ L ‘ T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #15050: Benzene,1-methyl-1,2-propadienyl-
o JJ\M
— ey
13.50
5000 m/z 128.05 39.63%
51.0
270 77.0
AT e p”h \”1“‘\\‘96'9‘\‘\ Al e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15031: 1H-Indene, 1-methyl- P
130.0 13.50

m/z 127.10  19.12%
5000

51.0
270 | | | 10 1020
Sl MJ el ol

m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37053.D

Acqg On : 17 Aug 2023 10:47

Operator : JC/MD

Sample : 03958-07

Misc 1 7.94g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-210-12

ALS Vvial : 56 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 5 Naphthalene, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.646 1147.80 ug/l 28592500 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
Abundance Scan 2224 (14.646 min): VX037053 D\data.ms (-2218) (- m/z 142.05 100.00%
2.1
5000 115.1 K
63.0 89.0 14 50 15 00
39
N P Y M B ‘H 165.2 1943  m/z 141.05 87.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000
115.0 14 50 15 00
m/z 115.10 42.70%
39.0 939 890 i
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
14 50 15 00
143.05 15.55%
5000 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #22155: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene
141.0 14.50 15.00
115.0 m/z 139.05 14.67%
5000
39 0 630 g9p
m/z--> 20 40 60 80 100 120 140 160 180 200 14 50 15 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37053.D

Acqg On : 17 Aug 2023 10:47

Operator : JC/MD

Sample : 03958-07

Misc 1 7.94g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-210-12

ALS Vvial : 56 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 Bicyclo[4.4.1]undeca-1,3,5,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.786 758.13 ug/1 18885500 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
Abundance Scan 2247 (14.786 min): VX037053.D\data.ms (-2240) (- m/z 142.05 100.00%
142.1
39.0
Y e Y Y F R SR B “‘ . Ara2197.2 - nyz 141.05  90.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000
115.0 14 50 15 00
m/z 115.05 1.27%
‘\\\\‘\5\0\(\)‘“\7\]“-\(\)‘\9\2\9‘\\\\‘\\\\‘[‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
14 50 15 00
m/z 139.05 3.63%
5000 115.0
30.0, 937, 890 |
L il dy 1l )
R A ma e R o AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #22155: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene
141.0 14 50 15 00
115.0 m/z 143.05 %
5000
39.0 930 g9po
_‘HM\N‘JhwwwwhW‘HW‘H“W“W“H“H“H“
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37053.D

Acqg On : 17 Aug 2023 10:47

Operator : JC/MD

Sample : 03958-07

Misc 1 7.94g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-210-12

ALS Vvial : 56 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 7 Naphthalene, 1,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.371 277.85 ug/1 6921540 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 96
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 96
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 91
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 58
5 2-Pyrimidinethiol, 4,5-dihydro-4... 156 C7H12N2S 1000319-31-6 53
Abundance Scan 2343 (15.371 min): VX037053.D\data.ms (-2333) (- m/z 141.05 100.00%
141.1
115.1 — uw
15.00 15.50
51.0 76.0
Obr e bl 1742 205016 16 46.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33127: Naphthalene, 1-ethyl-
141.0
5000 — AVENS
15.00 15.50
115.0 m/z 115.05  24.54%
150 39.0 630 890 L bl
\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33125: Naphthalene, 2-ethyl-
141.0
= =
15.00 15.50
5000 m/z 142.05 12.94%
115.0
51.0 76.0 ‘ ‘
290 e b b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33141: Naphthalene, 1,3-dimethyl- == =
141.0 15.00 15.50
m/z 128.00 11.14%
5000
115.0
51.0 760 ‘
e oAy Vo
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX081623\

Data File : VX@37053.D

Acqg On : 17 Aug 2023 10:47

Operator : JC/MD

Sample : 03958-07 :
Misc 1 7.94g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-210-12

ALS Vvial : 56 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 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 8 Naphthalene, 2,7-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.475 197.10 ug/1 4909780 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, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 2360 (15.475 min): VX037053.D\data.ms (-2354) (- m/z 156.10 100.00%
156.1
w MU\M
g
510 (70 11‘5'1‘ 15.50
o‘“_‘Hw‘m‘ﬂuwhum‘w‘m‘ﬂhﬂﬂ‘Mh‘%T%?‘w‘??R?‘ m/z 141.05  72.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0
5000 UL
15.50
m/z 155.10 34.43%
77.0
\\\‘\\\\‘\5\171.\0“‘1\‘\‘1“‘\\\\‘\]-\J\-?;O\‘l‘\\“‘\\M‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
P
15.50
5000 m/z 115.10 15.91%
115.0
T ol o ) I
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 128.00 15.22%
5000
115.0
B N Uy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50

82X072123W.M Fri Aug 18 11:06:17 2023

Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37053.D

Acqg On : 17 Aug 2023 10:47

Operator : JC/MD

Sample : 03958-07

Misc 1 7.94g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-210-12

ALS Vvial : 56 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 9 Naphthalene, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.615 220.97 ug/1 5504640 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, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 2383 (15.615 min): VX037053.D\data.ms (-2371) (- m/z 156.10 100.00%
156.1
5000
115.1 A N
77.0 ‘ 15.50 16.00
51.0
o‘H‘Hm‘Hm“Muuu”‘_mwm‘;‘u“‘h‘Huww‘lﬁﬁ-‘?%ﬁ)?c? m/z 141.05  89.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
15.50 16.00
115.0 m/z 155.10 28.50%
76.0
27-051‘OVM
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0
15.50 16.00
5000 ITI/Z 115.05 20.17%
77.0 115.0
22 S ARG WY )
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl- = 5
156.0 15.50 16.00
m/z 128.05 16.23%
5000
115.0
0 bl VAN
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37053.D

Acqg On : 17 Aug 2023 10:47

Operator : JC/MD

Sample : 03958-07

Misc 1 7.94g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-210-12

ALS Vvial : 56 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 Naphthalene, 2-ethenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.322 162.32 ug/1 4043450 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 94
2 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 59
3 Hexa-2,4-diyn-1-ylbenzene 154 C12H1e 000520-74-1 59
4 3-Fluoro-para-anisaldehyde 154 C8H7F02 000351-54-2 50
5 2,4,6-Trihydroxybenzaldehyde 154 C7H604 000487-70-7 40
Abundance Scan 2499 (16.322 min): VX037053. D\data ms (-2485) (- m/z 153.05 100.00%
153.
5000
M Toaa e aaeE |
51.0 126.1 : : : :
Obrr bl 2020550 Ml 1822 2164 /5 154,10 92.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31489: Acenaphthene
154.0
5000 I B R
16.0016.2016.4016.60
76.0 m/z 152.00  47.54%
27.0 510“ J 102.0126.0 LM
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31491: Naphthalene, 2-ethenyl-
153.0
16.0016.2016.4016.60
5000 ITI/Z 76.00 22.96%
76.0
270 %10 | 10101260 |
R L RS ASA A RAREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31494: Hexa-2,4-diyn-1-ylbenzene R AmERREEEREEE
153.0 16.0016.2016.4016.60
m/z 151.05 17.58%
5000
76.0 115.0
51.0 ‘ ‘
g L1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37053.D

Acqg On : 17 Aug 2023 10:47

Operator : JC/MD

Sample : 03958-07

Misc 1 7.94g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-210-12

ALS Vvial : 56 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|
Indane 12.244 624.6 ug/l 15560000 4 12.024 1245540 50.0
1H-Indene, 2,3-... 13.170 152.0 ug/l 3786970 4 12.024 1245540 50.0
Benzene, 2-ethe... 13.292 133.6 wug/l 3327920 4 12.024 1245540 50.0
Benzene,1-methy... 13.427 239.2 ug/l 5959500 4 12.024 1245540 50.0
Naphthalene, 1-... 14.646 1147.8 ug/l 28592500 4 12.024 1245540 50.0
Bicyclo[4.4.1]u... 14.786 758.1 wug/l 18885500 4 12.024 1245540 50.0
Naphthalene, 1,... 15.371 277.9 ug/l 6921540 4 12.024 1245540 50.0
Naphthalene, 2,... 15.475 197.1 ug/l 4909780 4 12.024 1245540 50.0
Naphthalene, 2,... 15.615 221.0 ug/l 5504640 4 12.024 1245540 50.0
Naphthalene, 2-... 16.322 162.3 ug/l 4043450 4 12.024 1245540 50.0
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